LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BGO59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc :

ALS Vvial : 17 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_ G\Methods\SFAM-EPA-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.547 24 27 30 rvB4 4420 5918 0.17% 0.016%
2 3.653 41 45 48 rBV3 11721 14603 0.41% 0.038%
3  3.935 89 93 96 rBV3 11904 15229 0.43% 0.040%
4 4.093 114 120 127 rBV2 97086 174942  4.94%  0.459%
5 4.269 148 150 152 rvB3 8456 7023 0.20% ©0.018%
6 4.305 152 156 160 rBv4 17500 24507 0.69% 0.064%
7 4.434 175 178 181 rVVv2 6299 5815 ©.16% 0.015%
8 4.463 181 183 185 rVB3 5884 5164 ©0.15% 0.014%
9 4.563 193 200 205 rVB4 25031 58834 1.66% 0.154%
106 4.610 205 208 210 rBV2 6149 8384 0.24% 0.022%
11  4.687 218 221 226 rVB2 19989 24274 0.69% 0.064%
12 4.810 238 242 244 rBV3 7093 11383 0.32% 0.030%
13 4.910 254 259 265 rVB6 8395 16615 0.47% 0.044%
14 4.963 265 268 271 rBV2 7110 6401 0.18% 0.017%
15 5.139 297 298 301 rVB2 6497 5807 ©0.16% 0.015%
16 5.186 304 306 308 rBV 4977 5573 0.16% 0.015%
17 5.609 371 378 384 rBV2 47857 83535 2.36% 0.219%
18 5.656 384 386 388 rVB2 8505 6883 ©0.19% 0.018%
19 5.697 388 393 394 rBV3 5925 8569 0.24% 0.022%
20 5.715 394 396 401 rVB3 5863 6434 0.18% 0.017%
21 5.832 412 416 419 rBv4 6784 11084 0.31% 0.029%
22 5.897 425 427 429 rBv2 7028 6550 0.18% 0.017%
23 5.926 429 432 436 rVW5 10606 18893 ©.53% 0.050%
24  5.967 437 439 444 rVB2 7088 9803 0.28% 0.026%
25 6.009 444 446 448 rBv2 7510 6813 ©0.19% 0.018%
26 6.138 467 468 474 rVB 4574 7659 0.22% 0.020%
27 6.202 474 479 481 rBV2 5756 10935 0.31% 0.029%
28 6.355 502 505 508 rBv2 7049 9026 0.25% 0.024%
29 6.796 577 580 584 rBv4 13383 21829 0.62% 0.057%
30 6.872 591 593 595 rBvV3 7131 6856 ©0.19% ©0.018%
31 6.955 606 607 612 rvB2 12623 12311 0.35% 0.032%
32 7.319 661 669 674 rVB4 27532 59814 1.69% 0.157%
33 7.401 682 683 686 rvB2 9438 6394 0.18% 0.017%
34 7.466 686 694 702 rBV 112354 200093 5.65% 0.525%
35 7.671 720 729 738 rBV 293898 512978 14.48% 1.346%

36 7.871 755 763 777 rBV 371993 707426 19.97% 1.857%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BGO59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc :

ALS Vvial : 17 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_ G\Methods\SFAM-EPA-BG102723.MA.M
Title : SVOA CALIBRATION
37 7.965 777 779 784 rVWW3 11628 17604 0.50% 0.046%
38 8.018 784 788 794 rVB3 14769 29022 0.82% 0.076%
39 8.177 813 815 816 rBV 6426 4994 0.14% 0.013%
40 8.218 819 822 824 rVV4 7845 10226 0.29% 0.027%
41  8.253 825 828 834 rVWW3 26357 39372 1.11% 0.103%
42 8.359 838 846 857 rBV2 351996 654278 18.47% 1.717%
43  8.447 857 861 867 rVB8 13924 24058 0.68% 0.063%
44 8.606 887 888 891 rVB2 8466 5164 ©0.15% 0.014%
45 8.705 900 905 907 rBv4 15956 18701 ©0.53% 0.049%
46 8.811 919 923 925 rBv2 3378 5043 0.14% 0.013%
47 8.970 944 950 952 rBV6 9934 14006 0.40% 0.037%
48 8.987 952 953 955 rBvV2 9683 6290 ©0.18% 0.017%
49 9.034 955 961 968 rVV2 354248 609593 17.21% 1.600%
50 9.334 1009 1012 1015 rVB4 5233 5504 0.16% 0.014%
51 9.399 1022 1023 1027 rBvV2 5248 5694 0.16% 0.015%
52 9.551 1041 1049 1057 rBV 435008 782107 22.08% 2.053%
53 9.645 1057 1065 1073 rVW4 156256 314227 8.87% 0.825%
54 9.769 1081 1086 1091 rBV2 73655 117382 3.31% 0.308%
55 9.875 1100 1104 1105 rBV3 10636 14212 0.40% 0.037%
56 9.886 1105 1106 1109 rVV3 14096 13531 0.38% 0.036%
57 10.033 1128 1131 1132 rBV2 6297 6069 0.17% 0.016%
58 10.274 1165 1172 1180 rVB2 536138 1013427 28.61% 2.660%
59 10.345 1180 1184 1189 rBV6 19994 37635 1.06% 0.099%
60 10.550 1217 1219 1220 rBV2 12064 9356 0.26% 0.025%
61 10.621 1228 1231 1232 rBV3 8234 6418 ©0.18% 0.017%
62 10.727 1247 1249 1250 rBV2 7037 5026 0.14% 0.013%
63 10.797 1255 1261 1269 rVV2 846769 1507076 42.54% 3.955%
64 10.973 1289 1291 1294 rBV3 12243 12444 0.35% 0.033%
65 11.056 1303 1305 1308 rVB3 11176 11787 ©0.33% 0.031%
66 11.091 1308 1311 1314 rBV5S 9600 13828 0.39% 0.036%
67 11.208 1323 1331 1338 rBV 664981 1214835 34.29% 3.188%
68 11.344 1347 1354 1361 rVB 652852 1183295 33.40% 3.105%
69 11.725 1417 1419 1422 rBV4 11957 15198 0.43% 0.040%
70 11.772 1423 1427 1432 rVB8 32019 54708 1.54% 0.144%
71 12.078 1476 1479 1481 rBV4 8254 7384 0.21% 0.019%
72 12.160 1489 1493 1499 rVB4 26730 39566 1.12% 0.104%
73 12.201 1499 1500 1502 rBV2 8356 6876 0.19% 0.018%
74 12.219 1502 1503 1504 rVV 14646 7890 0.22% 0.021%
75 12.260 1507 1510 1514 rVB5 37771 56374 1.59% 0.148%

76 12.483 1537 1548 1556 rBV 665316 1088554 30.73% 2.857%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BGO59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc :

ALS Vvial : 17 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_ G\Methods\SFAM-EPA-BG102723.MA.M
Title : SVOA CALIBRATION

77 13.206 1663 1671 1673 rBV7 30035 64954 1.83% 0.170%
78 13.447 1709 1712 1714 rBV4 29765 40342 1.14% 0.106%
79 13.817 1770 1775 1780 rVB4 105844 186322 5.26% 0.489%
80 13.999 1803 1806 1810 rVB3 45884 62312 1.76% 0.164%
81 14.381 1865 1871 1878 rVB 1676956 2562446 72.33% 6.725%
82 14.481 1880 1888 1892 rBV5 158282 513880 14.50% 1.349%
83 14.687 1916 1923 1929 rBV 1867259 2889582 81.56% 7.583%
84 14.740 1929 1932 1937 rVB2 132846 182299 5.15% 0.478%
85 14.986 1968 1974 1982 rVB 1031478 1602470 45.23% 4.206%
86 15.151 1997 2002 2007 rBV2 180054 281497 7.95% 0.739%
87 15.973 2136 2142 2148 rVB 2232805 3394645 95.82%  8.909%
88 16.073 2154 2159 2164 rBV3 633162 905373 25.56% 2.376%
89 17.736 2437 2442 2450 rVB 1118797 1750525 49.41% 4.594%
90 17.836 2453 2459 2465 rVV 2333351 3542801 100.00%  9.298%
91 18.559 2578 2582 2590 rBV2 641550 878091 24.79%  2.304%
92 19.822 2794 2797 2801 rVB3 206284 240199 6.78% 0.630%
93 20.110 2841 2846 2853 rVB 2268807 3373707 95.23%  8.854%
94 22.072 3175 3180 3186 rVB2 840469 1461777 41.26%  3.836%
95 25.433 3743 3752 3762 rVB3 986867 3077413 86.86% 8.076%

Sum of corrected areas: 38103746
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
BGO59589.D

1 Nov 2023 22:46

: MA/JU

. 04952-01

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

2000000

1500000

500000

Abundance TIC: BG059589.D\data.ms
2500000

1000000 10.797

12.483

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059589.D\data.ms

17.836 20.110
2500000 15.973
2000000 14.687
14.381
1500000
17.736
14.986 22.072
500000

1000000 18.559
16.073
19.822
14.464.74¢ 2151 M
a4y 3600

OB A B T LA B B L L A o S R B A A LA A R e B R A R RIS IR
Time--> 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: BG059589.D\data.ms
2500000
2000000
1500000
25.433
1000000
500000
W\M W
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.645 9.61 ng/ul 314227 1,4-Dichlorobenzene-d4 8.359

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol acetate propio... 204 C9H1605 1000458-46-9 40
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 25
3 1-Butene, 1-(methylthio)-, (E)- 102 C5H1esS 017414-27-6 25
4 5-Nonanol, 5-methyl- 158 C10H220 ©33933-78-7 25
5 Hexanoic acid, 2-ethyl-3-hydroxy... 174 C9H1803 1000153-26-1 23

Abundance Scan 1065 (9.645 min): BG059589.D\data.ms (-1057) (-) m/z 87.05 100.00%

87.0
5000

| JH | ‘ 9 50 ‘10.‘00‘
\

143.3
0 ‘H‘_‘m‘m‘w‘H‘_“2“59;9“‘3??;4"?’9‘2"5H_f‘?f"?‘ m/z 101.10  86.27%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #80944. Diethylene glycol acetate propionate
87.0
5000 . T

9.50 10.00
m/z 57.05 69.02%

29.
O\\Il\\M“\}\1H\‘\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24231: Pentanoic acid, 2-ethyl-, methyl ester
87.0
/\

950 10 00
5000 ITI/Z 102.05 59.07%
27.Q
0 HNM‘M \\“1430
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)- b g ooty
87.0 9.50 10.00

41.10  37.48%

““' Mﬂiﬁxﬂﬂ;m

m/z--> 50 100 150 200 250 300 350 400 450 500 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
: SVOA CALIBRATION

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 Cyclopentasiloxane, decamet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

9.769  3.59 ng/ul 117382 1,4-Dichlorobenzene-dd 8.359

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentasiloxane, decamethyl-

2 9-Acridinol, trimethylsilyl ether
3 2-Hydrazinyl-5-nitropyridine, 3T.
4 Methyl 4-hydroxymandelatem, 2TMS.
5 Acridone, TMS derivative

370 C10H3005Si5
267 C16H17NOSi
.. 370 C14H30N402Si3
.. 326 C15H2604Si2
267 C16H17NOSi

000541-02-6 50
1000463-65-5 46
1000478-90-5 40
055334-40-2 38
1000478-16-0 37

Abundance Scan 1086 (9.769 min): BG059589.D\data.ms (-1081) (-) m/z 73.10 100.00%
3.1
5000 267.1
355.1
SO AN T
1351193.0 J 530 9.50 10.00
. .
Olrrrdpisb b b OO 7 267,10 47.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 3550 f T Ay T f b
267.0 9.50 10.00
m/z 355.10 35.20%
0 .| 133.0193.0 | A
‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\1f\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156902: 9-Acridinol, trimethylsilyl ether
73.
0 267.0
A | ol 1A ‘MA‘/\A‘A‘
9.50 10.00
5000 m/z 356.00  14.69%
166.0 ‘
otsol b i Lod
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #278481: 2-Hydrazinyl-5-nitropyridine, 3TMS derivative ¢ MMﬂ A ‘M‘ N“‘M
73.0 355.0 9.50 10.00
m/z 251.00 13.88%
5000
267.0
130.0
SN NY DONUNE:.- U O ORSSOUURNSUOON Y Y S |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 4 Phenol, p-tert-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.483 17.92 ng/ul 1088550  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 91
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 91
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 72

Abundance Scan 1548 (12.483 min): BG059589.D\data.ms (-1537) (- | m/z 135.05 100.00%

135.1
5000
L
77.0 ‘ ‘ 12.50
Obrrrtpbbdldy [ | 2031 2899 3705 4694 585. . 167 16  52.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 U
12.50
m/z 150.05 19.52%
77.
O}'\S\.(\)g“mwdwl\ﬂ‘\%H!‘HH‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl-
135.0
el ey \A""\
12.50
5000 ITI/Z 91.10 12.96%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27480: Phenol, m-tert-butyl- g ool rosonsh
135.0 12.50

m/z 95.10 12.76%

5000

41.0
NENIN

y L
R B R L L R A R R R RN R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.817 2.33 ng/ul 186322  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 N-(4-tert-Butoxyphenyl)acetamide... 249 C14H19NO3 1000504-17-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 52
4 Metacetamol 151 C8HINO2 000621-42-1 50
5 p-Isopropoxyaniline 151 CSH13NO 007664-66-6 50

Abundance Scan 1775 (13.817 min): BG059589.D\data.ms (-1770) (- | m/z 109.20 100.00%

109.2
43.1
5000

13.50 14.00
69.1 230.6 363.6 ‘
0 LRI 2300 2943 SO0 454 h/z 4310 71.14%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0

43.0

5000

T R
13.50 14.00
m/z 151.05 65.03%

69.0
" l“ ‘ML H‘\‘ \M \Mh Ll ‘ ‘

L L L L L L L Y B L LY B

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #134315: N-(4-tert-Butoxyphenyl)acetamide, Ac derivativ

o

-

109.0
13.50 14.00
5000 m/z 69.05 29.16%
43.0
193.0
0 ity m‘,h‘H‘H%“‘?"O‘H_m_m,mw
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28724: Metacetamol R ——
109.0 13.50 14.00
m/z 85.10  23.06%
5000
43.0
0t e e
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:14:46 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Cyclohexanamine, N-cyclohexyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.481 6.41 ng/ul 513880  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 87
2 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 83
3 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 80
4 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 72
5 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 72

Abundance Scan 1888 (14.481 min): BG059589.D\data.ms (-1880) (- | m/z 138.05 100.00%

138.1
5000
56.1 v
‘ ‘ 14.50
Or bkl 220028403416 4167 54L oo 19 54.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0
5000 s I —
56.0 14.50
m/z 130.95 18.45%
O‘\\Ii‘\““l\"\‘\‘\\ﬂ‘\}\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55895: Cyclohexanamine, N-cyclohexyl-
138.0
b ot g
14.50
5000 ITI/Z 55.15 14 .59%
56.0
o'”-"'ﬂ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #55897: Cyclohexanamine, N-cyclohexyl- P
138.0 14.50
m/z 41.05 12.06%
5000
T WM/VWWW
0‘Hﬂhpaﬁwu“_‘u“u‘_‘u“H‘_“W‘H‘_“W‘H“ —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 6-tert-Butyl-2,4-dimethylph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.740 2.28 ng/ul 182299  Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 87
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 87
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 87
4 8-Fluoro-4-hydroxyquinoline 163 C9H6FNO 063010-71-9 72
5 6-Fluoro-4-hydroxyquinoline 163 CSH6FNO 000391-78-6 64

Abundance Scan 1932 (14.740 min): BG059589.D\data.ms (-1929) (- | m/z 163.10 100.00%
168.1

Z

5000
91.1
'/A\ ‘ T T ‘ T
14.50 15.00
276.4 460.5 525.4
0,"‘M\“‘N““l““‘“‘U"ﬁ“““wu‘%‘“m‘m“uuﬁg%"l‘u‘,hu,‘m, m/z 135.05  38.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol
163.0
5000 P —
14.50 15.00
m/z 91.10 34.36%
41 105q |
O’\\\\“\\h\\“L\m\““!“‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
R —
14.50 15.00
5000 ITI/Z 103.00 15.25%
91.0
29'11“‘1\\1‘ ll
O bt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 mMJn Mh
Abundance #52526: Benzoic acid, p-tert-butyl- n s
163.0 14.50 15.00
m/z 41.10 14.41%
5000
91.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
BGO59589.D

1 Nov 2023 22:46
: MA/JU
. 04952-01

17

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.559 10.03 ng/ul 878091  Phenanthrene-di10 17.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 2582 (18.559 min): BG059589.D\data.ms (-2578) (- | m/z 73.05 100.00%
2132 ;
157.1 I I
Ll m ‘”u“n L \ 306.6 400.1 5014 1850 .
0+t ‘w“ﬂqnu“u‘wu‘u‘H“_‘H“H‘_“W‘H“‘ m/z 60.05 79.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.50
“ 213.0 m/z 55.10 65.66%
O TT “‘\L‘i‘lll“\“\‘\‘ ‘\f!\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
T
18.50
5000 256.0 m/z 43.10 64.37%
129.0
1YV
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid 7 ‘
73.0 18.50
m/z 41.10 63.13%
256.0
5000
“ 157.0
0 ”'JH“J"‘“* —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
BGO59589.D

Nov 2023 22:46

: MA/JU
. 04952-01

17

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 9 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.822 2.74 ng/ul 240199  Phenanthrene-di10 17.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Heneicosanoic acid 326 C21H4202 002363-71-5 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Octadecanoic acid 284 C18H3602 000057-11-4 62

Abundance Scan 2797 (19.822 min): BG059589.D\data.ms (-2794) (- | m/z 55.10 100.00%

55.1
129.1
5000
— —r
2bs.6 366.3424.1 19.50 20.00
0 il ' m/z 73.10  98.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ik —
185.0 19.50 20.00
‘ ‘} m/z 41.15 91.57%
O‘\\l\“‘\ ’ull}\wf\‘\\\\\‘\‘\Lf\‘\\W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

3

Abundance #179091: Octadecanoic acid
43.0
— —
19.50 20.00
5000 129.0 m/z 57.10  80.62%
284.0
oMl 2] |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid “ ——
43.0 326.0 19.50 20.00
m/z 43.10 74.75%
129.0
5000
227.0 ‘
O‘HtM‘ HQMMMujk\HyMwh“u‘w‘u‘_“w‘u‘_“w‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG059589.D

Acqg On : 1 Nov 2023 22:46
Operator : MA/JU

Sample : 04952-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 9.645 9.6 ng/ul 314227 1 8.359 654278 20.0
Cyclopentasilox... 9.769 3.6 ng/ul 117382 1 8.359 654278 20.0
Phenol, p-tert-... 12.483 17.9 ng/ul 1088550 2 11.203 1214840 20.0
2,4,7,9-Tetrame... 13.817 2.3 ng/ul 186322 3 14.986 1602470 20.0
Cyclohexanamine... 14.481 6.4 ng/ul 513880 3 14.986 1602470 20.0
6-tert-Butyl-2,... 14.740 2.3 ng/ul 182299 3 14.986 1602470 20.0
n-Hexadecanoic ... 18.559 10.0 ng/ul 878091 4 17.736 1750530 20.0
Octadecanoic acid 19.822 2.7 ng/ul 240199 4 17.736 1750530 20.0
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