LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acqg On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc :

ALS Vvial : 53 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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12497.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.028 3 7 22 rVB 794973 1260895 12.86% 0.731%
2 3.658 112 114 126 rBV 274104 479032 4.88% 0.278%
3 3.964 160 166 182 rVV 5036004 7500275 76.47% 4.350%
4 5.093 348 358 369 rBV 2303113 3536687 36.06% 2.051%
5 5.281 384 390 399 rVB 1274146 1909276 19.47% 1.107%
6 5.416 406 413 422 rBV 4276548 7563642 77.12% 4.387%
7 5.493 422 426 432 rVB 258653 382475 3.90% 0.222%
8 5.787 469 476 484 rBV 1252014 1919747 19.57% 1.114%
9 6.263 548 557 567 rBvV 260667 497148 5.07% 0.288%
10 6.428 576 585 597 rBvV2 331857 762310 7.77% 0.442%
11 6.752 634 640 646 rBV 211612 350686 3.58% 0.203%
12 6.893 660 664 671 rVvVv 279607 457024 4.66% 0.265%
13 6.963 671 676 679 rVW 292481 510836 5.21% ©.296%
14 7.122 693 703 707 rBV 1127906 1865997 19.03% 1.082%
15 7.158 707 709 714 rVW 248899 365635 3.73% 0.212%
16 7.316 727 736 748 rVV 1079935 2057006 20.97% 1.193%
17 7.422 748 754 759 rVWW 554382 862094 8.79% 0.500%
18 7.481 759 764 770 rVWW 575430 911885 9.30% 0.529%
19 7.781 810 815 827 rVV 1028562 1886979 19.24% 1.095%
20 7.887 827 833 841 rW 274941 464592 4.74% 0.269%
21 7.975 842 848 855 rVB 843679 1216647 12.40% 0.706%
22 8.146 869 877 887 rVB2 339429 700058 7.14% 0.406%
23  8.263 887 897 902 rBV2 172168 327385 3.34% 0.190%
24  8.322 902 907 914 rVB 220837 316654 3.23% 0.184%
25 8.504 932 938 945 rBV 898549 1426932 14.55% 0.828%
26 8.775 980 984 993 rBV3 212358 368100 3.75% 0.214%
27 8.881 993 1002 1008 rBV 419873 713796  7.28% 0.414%
28 8.952 1008 1014 1021 rBV 1371068 2460287 25.09% 1.427%
29 9.010 1021 1024 1029 rVV2 265073 401227 4.09% 0.233%
30 9.299 1068 1073 1085 rBV 429560 764558 7.80% 0.443%
31 9.404 1085 1091 1096 rVB 285439 468131 4.77%  ©.272%
32 9.569 1114 1119 1123 rBV2 284499 435835 4.44% 0.253%
33 9.669 1131 1136 1140 rBV 1081493 1772735 18.07% 1.028%
34 9.704 1140 1142 1148 rVB 318106 454965 4.64%  0.264%
35 10.004 1186 1193 1202 rVB3 195426 524727 5.35% 0.304%

36 10.210 1221 1228 1234 rBV 1773755 3201006 32.64%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acqg On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc :

ALS Vvial : 53 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-BP102522.M
Title : SVOA CALIBRATION
37 10.328 1243 1248 1252 rVV 457085 709536  7.23% 0.412%
38 10.369 1252 1255 1265 rVB2 264785 628867 6.41% 0.365%
39 10.581 1281 1291 1297 rBV 1632150 3092294 31.53% 1.794%
40 10.675 1302 1307 1310 rVV 400683 635260 6.48% 0.368%
41 10.728 1310 1316 1325 rVB3 2272332 4715528 48.08% 2.735%
42 10.857 1332 1338 1348 rVB4 267296 665351 6.78% 0.386%
43 10.963 1349 1356 1360 rBvV 410132 709134 7.23% 0.411%
44 11.134 1379 1385 1389 rBV 202228 369565 3.77% 0.214%
45 11.675 1472 1477 1484 rBvV 253960 506618 5.17% 0.294%
46 11.934 1511 1521 1528 rBV 1209891 2445547 24.93% 1.419%
47 13.028 1702 1707 1710 rVV2 340252 591891 6.03% 0.343%
48 13.063 1710 1713 1724 rVB 836798 1250459 12.75% 0.725%
49 13.851 1840 1847 1855 rBV 3482538 5260430 53.64% 3.051%
50 13.934 1855 1861 1867 rBV2 1297924 2117667 21.59% 1.228%
51 14.128 1888 1894 1900 rVV 3820130 5722244 58.34% 3.319%
52 14.222 1901 1910 1930 rVB4 354664 1343182 13.70% 0.779%
53 14.434 1938 1946 1953 rBV2 2699639 4784204 A48.78% 2.775%
54 14.687 1984 1989 1995 rVB2 209101 371471 3.79% 0.215%
55 14.839 2010 2015 2023 rVB3 278719 591499 6.03% 0.343%
56 15.039 2045 2049 2060 rVB3 277341 544891 5.56% ©.316%
57 15.434 2110 2116 2128 rVB2 6185229 9807744 100.00% 5.689%
58 15.569 2134 2139 2145 rBV 1379611 1921923 19.60% 1.115%
59 15.669 2151 2156 2158 rBV 211670 318724 3.25% 0.185%
60 15.951 2198 2204 2217 rBV2 1669783 3267672 33.32% 1.895%
61 16.145 2233 2237 2245 rVB3 515334 1037214 10.58% 0.602%
62 16.498 2289 2297 2302 rBV6 337375 872061 8.89% 0.506%
63 16.581 2367 2311 2320 rVB5 159623 415413 4.24% 0.241%
64 16.663 2320 2325 2329 rBV 433281 536648 5.47% ©0.311%
65 16.710 2329 2333 2336 rBV2 281701 417817 4.26%  0.242%
66 16.869 2355 2360 2368 rBV2 434601 676063 6.89% 0.392%
67 17.198 2407 2416 2420 rBV 3306635 5012335 51.11% 2.907%
68 17.292 2427 2432 2438 rBV2 5238093 7798438 79.51% 4.523%
69 17.351 2438 2442 2452 rVB2 684406 932192 9.50% 0.541%
70 17.628 2484 2489 2493 rBV 497358 659281 6.72% 0.382%
71 17.680 2493 2498 2502 rVV 521585 742160 7.57% 0.430%
72 17.728 2502 2506 2520 rVB 692516 1184959 12.08% 0.687%
73 18.086 2561 2567 2575 rVB2 324269 610980 6.23% 0.354%
74 18.163 2576 2580 2584 rVB2 354990 460361 4.69% 0.267%
75 18.239 2588 2593 2601 rVB 748761 1016313 10.36% 0.589%
76 18.333 2602 2609 2612 rBV2 524937 794966 8.11% 0.461%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acqg On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc :

ALS Vvial : 53 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-BP102522.M

Title : SVOA CALIBRATION

77 18.386 2612 2618 2623 rVB 1120174 1769516 18.04% 1.026%
78 19.063 2728 2733 2738 rBV2 948359 1442739 14.71% 0.837%
79 19.116 2738 2742 2746 rBV2 269443 360926 3.68% 0.209%
80 19.263 2763 2767 2771 rBV2 878359 1069508 10.90% 0.620%
81 19.322 2774 2777 2788 rVB6 300177 656157 6.69% 0.381%
82 19.539 2808 2814 2819 rBV 6771018 8667262 88.37% 5.027%
83 19.592 2819 2823 2834 rVB 1994400 2667155 27.19% 1.547%
84 19.769 2847 2853 2860 rVB4 732133 1490310 15.20% 0.864%
85 19.833 2860 2864 2873 rVB 517637 671900 6.85% 0.390%
86 19.916 2873 2878 2881 rBV 666874 1015148 10.35% ©.589%
87 19.945 2881 2883 2887 rVW 468447 532589 5.43% 0.309%
88 19.986 2887 2890 2894 rVWW 692773 848507 8.65% 0.492%
89 20.033 2895 2898 2906 rVB5 281493 492194 5.02% 0.285%
90 20.174 2918 2922 2928 rBV 839004 1209880 12.34% 0.702%
91 20.251 2930 2935 2939 rVB 1267186 1664715 16.97% ©0.966%
92 20.533 2980 2983 2987 rBV2 534806 611607 6.24% 0.355%
93 20.622 2994 2998 3003 rBV 1105678 1455506 14.84% 0.844%
94 20.998 3058 3062 3073 rVB 520994 745609 7.60%  0.432%
95 21.204 3093 3097 3102 rVB2 532211 714726  7.29%  0.415%
96 21.292 3107 3112 3120 rVV 3479851 4370092 44.56% 2.535%
97 21.416 3129 3133 3138 rBV 1060331 1416131 14.44% 0.821%
98 22.516 3316 3320 3334 rVB2 621239 1067469 10.88% 0.619%
99 23.521 3484 3491 3506 rVB2 3334825 7060159 71.99% 4.095%
100 23.674 3511 3517 3527 rVB2 1872991 3767292 38.41% 2.185%

Sum of corrected areas: 172403263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012497.D\data.ms
7000000

6000000
3.964
5000000
5.416
4000000

3000000
5.093 10.728
2000000 10.2100.58

8.952

5281 5787 7122316 9.669

1000000028 7781975 8.504
1493

4481 10.32
3.658 B5L5

O o5 1 B T 3L e

A
O\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP012497.D\data.ms

7000000 19.539
15.434

(N7, -

6000000
17.292

5000000

14.128

4000000

3000000
19592

2000000 20.251

18.386 1938263 4
18230, 9
18 19|d 2{
O

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP012497.D\data.ms
7000000

11.934

1000000

6000000

5000000
21.292 23.521

4000000

3000000 3.674
0.622 416

2000000 22516
583 20.9d¢2

1000000

O \\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
. 03
. CGg/
: N53

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

BPO

: 53

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

12497.D

Nov 2022 19:33
Ju

19-04

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: 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 1 Triethylamine Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
3.028 13.36 ng/ul 1260900 1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylamine 101 C6H15N 000121-44-8 91
2 Triethylamine 101 C6H15N 000121-44-8 90
3 Triethylamine 101 C6H15N 000121-44-8 87
4 Tetraethylammonium chloride 165 C8H20CIN 000056-34-8 83
5 Tetraethyl ammonium fluoride 149 C8H20FN 000665-46-3 78
Abundance Scan 7 (3.028 min): BP012497.D\data.ms (-3) (-) m/z 86.05 100.00%
86.0
5000 JL
T
‘ 3.103.203.303.40
obrrreddad 1951 283.6342.9 4301 5210y 7 sg.e5  28.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4648: Triethylamine
86.0
5000 UL R R R IR
3.103.203.303.40
270 m/z 101.05 15.26%
O ‘\\‘\\”’J\;‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4649: Triethylamine
86.0
T
3.103.203.303.40
5000 m/z 42.05 10.00%
27,
oﬂﬁlv‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4647: Triethylamine A BARRARARERRRSRRRESED
86.0 3.103.203.303.40
m/z 44.05 9.21%
5000
L
0‘wWﬂﬁvu“H‘_‘H‘H‘w“H‘H‘W‘H‘_‘H‘H“_‘H“ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 5 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.416 80.17 ng/ul 7563640  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
3 p-Xylene 106 C8H1e 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 413 (5.416 min): BP012497.D\data.ms (-406) (-) m/z 91.00 100.00%
91.0
5000 k/\
“H‘“‘H“H‘_‘H,‘
5.00 5.20 5.40 5.60 5.80
O thidli 1529213 262.8342.0 4149473.158L5 ./, 106,65  48.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 I B LU R
5.00 5.20 5.40 5.60 5.80
m/z 105.05  22.24%
27. 1
O‘\\\\‘\P‘Llln\h! ‘J\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
Ramas A RARE S
5.00 5.20 5.40 5.60 5.80
5000 m/z 77.00 12.42%
NELETY J‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5724: p-Xylene
91.0 5.00 5.20 5.40 5.60 5.80
m/z 51.00 8.70%
5000
o\ﬂ'“hll,, M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 2-Propanol, 1-butoxy- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.428 8.08 ng/ul 762310  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
4 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 50
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 45

Abundance Scan 585 (6.428 min): BP012497.D\data.ms (-576) (-) m/z 57.05 100.00%

57.0
5000
N R
6.20 6.40 6.60 6.80
O by 170 207.0265.132693883 5011 ;m/; 45.05  90.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000 L B I L B BN L
6.20 6.40 6.60 6.80
‘ m/z 41.10 42.14%
O‘\J\th[%1”!;1_‘]??.!0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
B REERATSET R
6.20 6.40 6.60 6.80
5000 m/z 87.05 40.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0 6.20 6.40 6.60 6.80
m/z 56.05 34.03%
5000
0 J‘.\ |..115.0
e e A RABREEEEEE S EEE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80

SFAM-EPA-BP102522.M Fri Nov 04 14:42:05 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 11 Cyclohexane, 1-methyl-3-(1-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.893 4.84 ng/ul 457024  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 86
2 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 74
3 (2Z,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-4 64
4 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 005502-88-5 64
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 64

Abundance Scan 664 (6.893 min): BP012497.D\data.ms (-660) (-) m/z 95.10 100.00%

95.1
5000
SM ‘ | 6.60 6.80 7.00 7.20
ol3hfuhi L) 2070 2829 3548 429.1 8394 ., g1 95  64.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19552: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis
95.0
5000 LA L B R B R
6.60 6.80 7.00 7.20
ng ‘ m/z 67.00 50.95%
7. } ‘
O \“\\'le\”uT\u‘HLl\H\‘h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19494: (2E,4E)-3,7-Dimethylocta-2,4-diene
95.0
6.60 6.80 7.00 7.20
5000 m/z 82.05 45 .87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19491: (2Z,4E)-3,7-Dimethyl-2,4-octadiene RN e RN R
95.0 6.60 6.80 7.00 7.20
m/z 138.05  35.34%
5000
32.0‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Data Path :
Data File :
. 03
: CG/JU

: N5319-04

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Library Search Compound Report

BP012497.D

: 53

Quant Method :

Quant Title

TIC Library

Nov 2022 19:33

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: 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 12 Benzene, 1,2,3-trimethyl- Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
7.422 9.14 ng/ul 862094  1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94

Abundance Scan 754 (7.422 min): BP012497.D\data.ms (-748) (-) m/z 105.00 100.00%
1

05.0

-

5000
39.0 7.00 7.20 7.40 7.60 7.80
O b Ll 207.9 284.0 3540 4202 5151 7 10.10  43.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
7.00 7.20 7.40 7.60 7.80
m/z 76.95 11.99%
39.0 | ‘
O‘\\H\\"h\m\‘\\‘\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #10692: Mesitylene
105.0
T T T
7.00 7.20 7.40 7.60 7.80
5000 ITI/Z 119.05 11.30%
390‘
oL ————
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10694: Mesitylene
105.0 7.00 7.20 7.40 7.60 7.80
m/z 91.00 9.57%
5000
390“ ‘
) R ARSIV

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 13 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.481 9.67 ng/ul 911885 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dill ether 152 C10H160 074410-10-9 40
2 4-Pyridinol, acetate (ester) 137 C7H7NO2 014210-20-9 40
3 4,5-Heptadien-2-one, 3,3,6-trime... 152 C10H160 081250-41-1 37
4 3,6-Dimethyl-2,3,3a,4,5,7a-hexah... 152 C1@H160 070786-44-6 36
5 6-Methylnicotinic acid 137 C7H7NO2 003222-47-7 35
Abundance Scan 764 (7.481 min): BP012497.D\data.ms (-759) (-) m/z 137.05 100.00%
137.1
43.0
5000
o EAREEEEREE S
“ ’ ‘ m ‘ 7.20 7.40 7.60 7.80
ol idlli] 208026603247  43114924549: 12" 4300 sa.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29072: Dill ether
137.0
5000 L L L B LA LR
69.0 7.20 7.40 7.60 7.80
' m/z 81.00 26.54%
O \wL““A\A\H\L\‘“‘HT“\J\1‘I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19169: 4-Pyridinol, acetate (ester)
43.0
137.0 7.20 7.40 7.60 7.80
5000 m/z 83.00 25.81%
0br Mw‘\ww‘w_m_mwww_mww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29254: 4,5-Heptadien-2-one, 3,3,6-trimethyl- e e RN N NRRRE
137.0 7.20 7.40 7.60 7.80
m/z 67.00 22.37%
5000 67.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 15 Furan, tetrahydro-2,2-dimet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.975 12.90 ng/ul 1216650 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, tetrahydro-2,2-dimethyl-5... 154 C10H180 007416-35-5 56
2 Furan, tetrahydro-2,2-dimethyl-5... 154 C10H180 007416-35-5 45
3 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 38
4 (2S,4R)-4-Methyl-2-(2-methylprop... 154 C1@H180 003033-23-6 32
5 (2S,4R)-4-Methyl-2-(2-methylprop... 154 C10H180 003033-23-6 32
Abundance Scan 848 (7.975 min): BP012497.D\data.ms (-842) (-) m/z 139.00 100.00%
139.0
81.0
5000
T
\ | \ 7.60 7.80 8.00 8.20
oL Akl 1|, 221128113409 42444873547 1/, g1 95  57.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31317: Furan, tetrahydro-2,2-dimethyl-5-(1-methyl-1-pro
139.0
81.0 \
5000 U L R B B B
7.60 7.80 8.00 8.20
m/z 43.00 54.84%
0 \“\\\“‘H‘\‘\‘\}\““\J‘\ ‘\HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31303: Furan, tetrahydro-2,2-dimethyl-5-(1-methyl-1-pra
43.0
139.0 R =
7.60 7.80 8.00 8.20
5000 m/z 85.00 53.84%
0 H “M\l\u““m‘m“u N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31293: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-prg
139.0 7.60 7.80 8.00 8.20
m/z 55.00 47.42%
5000 69.0 L/JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 16 1Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.146 7.42 ng/ul 700058 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 64
3 Indane 118 C9H1e 000496-11-7 60
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Indane 118 C9H1e 000496-11-7 53
Abundance Scan 877 (8.146 min): BP012497.D\data.ms (-869) (-) m/z 117.05 100.00%
117.1
5000
57.9 7.80 8.00 8.20 8.40
olrrhpiad k| 207.0 2828 354.9 4285 4995  m/z 118.05 55.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000 LI L L L LA B R

7.80 8.00 8.20 8.40
m/z 114.95 33.72%

39.0
‘ T \‘\ \\ ’”\‘u\ l\ J\ “‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0 /\

7.80 8.00 8.20 8.40

o

5000 m/z 91.00 15.72%
39.0 ‘
o_m}c,‘l‘«”“lwu‘luH_HwH‘w‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10179: Indane e
117.0 7.80 8.00 8.20 8.40

m/z 146.00 9.09%

5000
39.0
0 1MM.J\ A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 19 o-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.881 7.57 ng/ul 713796  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 p-Cymene 134 CleH14 000099-87-6 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95

Abundance Scan 1002 (8.881 min): BP012497.D\data.ms (-993) (-) m/z 119.05 100.00%
119.1

=

5000
43.0 ‘ 8.60 8.80 9.00 9.20
ol dpt Ll 206,9267.1 353.1412.9 488.8548. ./, 134,09  29.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.00 19.46%
41.0 ‘ l
O\”“M“AVW\”\”‘W‘”‘W‘”\””\”‘W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: o-Cymene
119.0
8.‘60 8.‘80 9.60 9.‘20
5000 ITI/Z 117.00 15.22%
39.0
Ow‘HwWWALW”“\H"w‘“w“w“ww‘w‘\‘w‘\w“w“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene R R ARRERARAREREEE SR
119.0 8.60 8.80 9.00 9.20
m/z 104.95 10.60%
5000
41.0 ‘
Olprrrt e e e AR A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 21 Triethyl phosphate Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.299 4.94 ng/ul 764558  Naphthalene-d8 10.581

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 94
2 Triethyl phosphate 182 C6H1504P 000078-40-0 90
3 Triethyl phosphate 182 C6H1504P 000078-40-0 83
4 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 59
5 Butyl diethyl phosphate 210 C8H1904P 1000298-58-0 53

Abundance Scan 1073 (9.299 min): BP012497.D\data.ms (-1068) (-) m/z 99.00 100.00%
99.0

5000
AT ST
JO ‘ ‘ 81.9 9.00 9.20 9.40 9.60
ol ALO LI A9 2669  369.14274 5414 ., 155 00 78.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57145: Triethyl phosphate
99.0
29.0
5000 L L B I BN LR
9.00 9.20 9.40 9.60
m/z 127.00 53.83%
O‘J‘\‘\\J“\‘\\J 1\‘\"\“\\8%.‘()\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57144: Triethyl phosphate
99.0
R ABBREREEEEE SR
9.00 9.20 9.40 9.60
5000 m/z 81.00 48.13%
29.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57147: Triethyl phosphate A ARBERRRESREE S
99.0 9.00 9.20 9.40 9.60
m/z 109.00 41.77%
5000
29.0
‘ 182.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 25 unknown-02 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.328 4.59 ng/ul 709536  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 12
2 Oxalic acid, butyl isobutyl ester 202 C10H1804 1000309-36-9 10
3 Butane, 2-bromo- 136 C4H9Br 000078-76-2 9
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 9
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 9
Abundance Scan 1248 (10.328 min): BP012497.D\data.ms (-1243) (- m/z 57.10 100.00%
57.1
5000 J\k
— ==
134.9 10.00 10.50
Ol bl L, 2081270.6 340.8 405.3463.7 5387 ;41 16 28.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95827: di-tert-Butyl dicarbonate
57.0
5000 = T
10.00 10.50
m/z 134.95 11.49%
‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77341: Oxalic acid, butyl isobutyl ester
57.0
= ==
10.00 10.50
5000 m/z 61.00 10.72%
0 J‘ | 147.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18334: Butane, 2-bromo- T =
57.0 10.00 10.50
m/z 117.05 6.09%
5000
ol ‘ l L 136.0
e . =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 27 unknown-03 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.857 4.30 ng/ul 665351  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 45
2 3,3,6-Trimethyl-1,4-heptadien-6-0l1 154 C10H180 030458-12-9 40
3 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 36
4 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 35
5 (1S,2R,5R)-2-(2-Hydroxypropan-2-... 172 C10H2002 092471-23-3 28

Abundance Scan 1338 (10.857 min): BP012497.D\data.ms (-1332) (- m/z 43.00 100.00%
43.0

5000

g

Abundance #47203: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.
81.0 10.50 11.00

m/z 107.00  27.91%

139.0
I ‘H ‘ | 1050 11.00
Of - kil | { | 221.9280.9340.94009  488.1549! ./, 59 95  85.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47206: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.
81.0
5000 - SR
10.50 11.00
139.0 m/z 81.00 62.06%
O‘\\\‘\J"“\"\‘M\A‘J\l\“\“f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31126: 3,3,6-Trimethyl-1,4-heptadien-6-ol
43.0
i P
10.50 11.00
5000 m/z 139.00 39.41%
139.0
0 ‘,M\ wm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
= s

5000

olo:0 \MMMJJi?TS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

=
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

BP012497.D

: 03 Nov 2022 19:33
: CG/JU
: N5319-04

: 53  Sample Multiplier: 1

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

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 28 4-Octene-2,7-diol, 2,7-dime... Concentration Rank 35

R.T EstConc Area Relative to ISTD R.T.
16.963  4.50 ng/ul 709134 Naphthalene-ds 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-0ctene-2,7-diol, 2,7-dimethyl-... 172 CleH2002 1000151-60-8 50

092471-23-3 40
138663-70-4 40

2 (1S,2R,5R)-2-(2-Hydroxypropan-2-... 172 C10H2002
3 Cyclohexanol, 2-(2-hydroxy-2-pro... 172 C10H2002

4 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 37
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 37
Abundance Scan 1356 (10.963 min): BP012497.D\data.ms (-1349) (- m/z 59.00 100.00%
59.0
=
211 11.00
ob A 1771799 281.93411401.0450.1 5261/, g1 @5 71.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47107: 4-Octene-2,7-diol, 2,7-dimethyl-, Z-
59.0
5000 T
11.00
m/z 43.00 45.947%
‘\ 139.0
O \U\\\‘“l\u\d‘\\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47200: (1S,2R,5R)-2-(2-Hydroxypropan-2-yl)-5-methylcy
81.0
T
11.00
5000 ITI/Z 96.10 34.48%
s
I Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47174: Cyclohexanol, 2-(2-hydroxy-2-propyl)-5-methyl- =
81.0 11.00
m/z 41.10 10.47%
5000
e
T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00

SFAM-EPA-BP102522.M Fri Nov 04 14:42:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 31 Phenol, p-tert-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.934 15.82 ng/ul 2445550  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 93
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
Abundance Scan 1521 (11.934 min): BP012497.D\data.ms (-1511) (-} | m/z 135.05 100.00%
135.1
5000 J\
77. ‘ 12 00
208.8 282.9340.9 414.9 489.1549.: o
ol dpa b Ly L} 2088 262.9340.9 414.9 4891549 40.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
12 00
m/z 150.0 18.50%
7
O%?\\Qf\‘\‘fﬁ’\f\\!\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
12 00
5000 13.74%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27476: Phenol, p-tert-butyl-
135.0 12 00
10.53%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 33 3-Butoxy-1,2-propanediol Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

13.063 5.23 ng/ul 1250460  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Butoxy-1,2-propanediol 148 C7H1603 000624-52-2 50
2 1,3-Dibutoxy-2-propanol 204 C11H2403 002216-77-5 43
3 1-Butoxypropan-2-yl 2,2,2-triflu... 228 C9H15F303 1000367-08-1 38
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 10
5 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 9

Abundance Scan 1713 (13.063 min): BP012497.D\data.ms (-1710) (- m/z 57.10 100.00%
57.1

S

5000
1 \
\1171 13.00
. 14
Ol i 1851 253.0 34014011 482.35445 /7 6l.00  32.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26704: 3-Butoxy-1,2-propanediol
57.0
5000 T

—f—
13.00
m/z 41.10 24.38%

7o

[T T [T T T[T T T[T T T T[T T T [T T [ TT T[T T T[T T TTTT]T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79601: 1,3-Dibutoxy-2-propanol

o
o I
~l
o

T
13.00
5000 m/z 87.05 19.72%

) \117-0 185.0

0 e
m/z--> 6 5’0 160 1%0 260 25‘0 360 3%0 460 45‘0 560 5.':‘30
Abundance  #109819: 1-Butoxypropan-2-yl 2,2,2-trifluoroacetate P
57.0 13.00
m/z 58.10 17.43%

—

5000

%

T

o_nlun,‘m_H“MHw‘m"mwH_wwwww

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 34 1-Chloro-2-methyl-2-phenylp... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.934 8.85 ng/ul 2117670  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 58
2 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 53
3 p-Cymene 134 CleH14 000099-87-6 53
4 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 53
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 50
Abundance Scan 1861 (13.934 min): BP012497.D\data.ms (-1855) (- m/z 119.05 100.00%
119.1
178.1 foe
41.1 \ ‘ \ 14.00
Okt 12530 327.1 42884873545t ./, 91 00  24.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000 L
14.00
m/z 178.10  23.45%
41.0 l l
O‘\\‘\H‘M\A\Jl\l\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42941: 1-Chloro-2-methyl-2-phenylpropane
119.0
—=
14.00
5000 ITI/Z 117.05 19.17%
41.0
o_wlwwlH_m_‘H_H‘,m‘,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16994: p-Cymene T
119.0 14.00
m/z 132.05 14.60%
5000
L
N — A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 35 [2.2]Paracyclophane Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.222 5.62 ng/ul 1343180  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 [2.2]Paracyclophane 208 Cl6H16 001633-22-3 80
2 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 72
3 Phensuximide 189 C11H11NO2 000086-34-0 72
4 [2.2]Paracyclophane 208 CleH16 001633-22-3 72
5 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 72

Abundance Scan 1910 (14.222 min): BP012497.D\data.ms (-1901) (-} | m/z 104.00 100.00%

104.0
5000

A
420 1oo1 14.00 1450
bbb 275 267.0 3410 415247545398 /7 78.00  15.12%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85394: [2.2]Paracyclophane
104.0
5000

o

14.00 14.50
208.0 m/z 102.95 14.84%
39.0 ‘
O e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64672: 3(2H)-Furanone, dihydro-2,2-dimethyl-5-phenyl- M
104.0
l4i00 l4i50
5000 m/z 105.00 9.26%
43.0
0*”M*W‘MH%?%Q\H*W*H*M*H!HH\H*W*H*M*H\* NJ\AkVAMMkW]KAfVN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63612: Phensuximide e o
104.0 14.00 14.50

m/z 43.00 8.96%

5000
189.0

39.
0L P by —

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 38 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.051 13.04 ng/ul 3267670 Phenanthrene-dle 17.198

Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Dimethylaminoethanol 89 C4H11NO 000108-01-0 25
hyl 3-dimethylaminopropionate 131 C6H13NO2 003853-06-3 25
Methylenedioxymethcathinone 207 C11H13NO3 1010386-29-7 25
,6-Trimethylbenzoyl chloride 182 C1eH11Clo 000938-18-1 25
ropanamine, 3-chloro-N,N-dime... 121 C5H12CIN 000109-54-6 25

v WN R
I—\NNZZ
-
'U-wa'Z

Abundance Scan 2204 (15.951 min): BP012497.D\data.ms (-2198) (- m/z 58.10 100.00%

58.1
147.0
5000

\"H n L { || 206.1266.9325.0 414.9472.9536.7 1600
0 e il | ““"‘Mm T Do T e e m/z 147.00  53.98%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2476: N,N-Dimethylaminoethanol
58.0
5000 T
16.00
m/z 91.00 47.10%
O‘\IJ\M\““\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15961: Methyl 3-dimethylaminopropionate
58.0
T
16.00
5000 ITI/Z 92.00 37.54%
131.0
]S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83565: 2,3 Methylenedioxymethcathinone =
58.0 16.00
m/z 57.10 26.91%
5000
R R R B R RE R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 46 unknown-05 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
17.727 4.73 ng/ul 1184960  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 47
2 1,2-Dibutoxyethane 174 C10H2202 000112-48-1 22
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 22
4 1,2,3-Propanetriol, tripropanoate 260 C12H2006 000139-45-7 17
5 Alpha-monopropionin 148 C6H1204 000624-47-5 12

Abundance Scan 2506 (17.728 min): BP012497.D\data.ms (-2502) (- m/z 57.10 100.00%
7.1

5
5000
1731

—
h | 1 MW ‘ 17.50 18.00
ol iy, | 2321 3251  417.1474.95352  n/z 173.1@  25.16%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #96401: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
5000 — =5
17.50 18.00

m/z 75.00  24.27%

‘\\J\“\”\’\h‘\ll“]\-z'\‘o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48833: 1,2-Dibutoxyethane
57.0

T
17.50 18.00

o

5000 m/z 41.10 23.48%
0"‘,“]*19'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10025: Ethanol, 2-butoxy- —— —
57.0 17.50 18.00

m/z 87.00 22.57%

) JJLM
0 \\‘\ ‘1 | \]118-0

P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 50 Quinolinium, 1-ethyl-, iodide Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.386 7.06 ng/ul 1769520  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 72
2 1,2-Benzenediacetonitrile 156 C10OH8N2 000613-73-0 50
3 Quinoline 129 CY9H7N 000091-22-5 50
4 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 50
5 1-Deuteronaphthalene 129 C10H7D 000875-62-7 50

Abundance Scan 2618 (18.386 min): BP012497.D\data.ms (-2612) (- m/z 129.00 100.00%
129.0

5000

=

510 18.00 18.50
L. |, 207.0 281.9342.8 414.9477.3537.3 m/z 156.00 28.15%

L B L L L L B L

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

Abundance #179522: Quinolinium, 1-ethyl-, iodide
129.0
5000 T —
18.00 18.50
51.0 m/z 128.00 17.94%
O‘\\\\‘L\l\“\\)\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33065: 1,2-Benzenediacetonitrile
129.0
= T
18.00 18.50
5000 ITI/Z 130.00 11.46%
630\}
o_m&!u‘"'w{w‘_‘HWH_H‘,‘m,uu,mWm_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15004: Quinoline 75 I
129.0 18.00 18.50
m/z 127.00 10.34%
5000
51.0
) P S = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 51 Benzophenone, 2-amino-5-chl... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
19.063 5.76 ng/ul 1442740  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 99
2 Benzophenone, 2-amino-5-chloro- 231 C13H10C1NO 000719-59-5 99
3 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 99
4 Benzophenone, 2-amino-5-chloro- 231 C13H1eC1NO 000719-59-5 99
5 Benz[c]isoxazole, 1,3-dihydro-5-... 231 C13H10CINO 1010266-69-2 98

Abundance Scan 2733 (19.063 min): BP012497.D\data.ms (-2728) (- m/z 230.00 100.00%

230.0
5000 77.0
154.0 L

‘ ’ ‘ ‘ 19.00
— ﬂ L\ lh\‘n‘\wl\ ‘ 1‘ H\Lmu‘ Vl‘ ‘\‘ﬂ“ ! \d\ ILI r ‘3‘0‘4“3‘ e ‘4‘1‘5"‘]" ‘4‘7‘6‘7“ ‘5‘4“8“ m/Z 231.00 65.24%

07
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #112559: Benzophenone, 2-amino-5-chloro-
230.0
5000 T ‘
77.0 19.00
154.0 77.00  45.847%
018'AJIHMLLL\‘H \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #112556: Benzophenone, 2-amino-5-chloro-
230.0
1900
5000 ITI/Z 232.00 39.93%
77.0
154.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #112558: Benzophenone, 2-amino-5-chloro- = ]
230.0 19.00

59.05 35.18%

77.0 J/\K‘
5000
154.0
JhﬂmHL| | ok

L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 52 unknown-06 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

19.263 4.89 ng/ul 1069510  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 25
2 1H-Pyrimidine-2,4-dione, 1-(2,2-... 242 C11H18N204 1000310-13-1 22
3 Butyl 2-(2-(2-ethoxyethoxy)ethox... 248 C12H2405 1000366-77-5 14
4 2-Fluorophenethyl alcohol, TMS d... 212 C11H17FOSi 1000365-06-2 12
5 1,2-Benzisothiazole, 3-methoxy-,... 197 C8H7NO3S 018712-14-6 10

Abundance Scan 2767 (19.263 min): BP012497.D\data.ms (-2763) (- m/z 57.05 100.00%
57.0

197.1
5000
28/0 701
N —
IHmIN
oMb A b dipd Lyl | 34104019 4891549, /103 05 75.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90161: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
5000 el _— USS%
91.0 19.00 19.50
’ m/z 197.05 67.66%
O Lt \M‘n L

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

Abundance #125366: 1H-Pyrimidine-2,4-dione, 1-(2,2-diethoxyethyl)-
103.0

%

T ==
19.00 19.50
5000 m/z 45.05 65.33%

a1l0 197.0
\‘I\ m \ ‘

n \ 1 I I
el e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #132760: Butyl 2-(2-(2-ethoxyethoxy)ethoxy)acetate

T —
108.0 19.00 19.50

o

-

480 m/z 143.00 49.28%
- /\/\L
o_‘Muhk¢phu%ﬁ§2‘%4%9H,‘u‘“‘H“H‘_‘H‘H“_ g —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 54 Phenol, 4,4'-(1-methylethyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.592  12.21 ng/ul 2667160  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 90
4 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 87
5 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
Abundance Scan 2823 (19.592 min): BP012497.D\data.ms (-2819) (- m/z 213.10 100.00%
213.1
5000 M
119.0 \
39.0 \ \ 19.50
ookl 1| 2830 3871 47695369 ./, 119.00 20.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
1950
119.0 m/z 228.1 16.35%
O ?\gf‘()\J\‘\J“\\\\\l\“\“!f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
T \
19.50
5000 m/z 214.10 16.01%
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109423: Phenol, 4,4'-(1-methylethylidene)bis- A ‘ T
213.0 1950
m/z 91.00 12.14%
5000
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1950
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 55 3-Chloro-5,5-dimethylcycloh... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.769 6.82 ng/ul 1490310  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Chloro-5,5-dimethylcyclohex-2-... 215 C9H14CIN30 1000185-25-7 93
2 5-(2,6-Dimethoxyphenyl)-[1,2,5]o... 258 C12H10N403 1000487-13-5 25
3 1-Naphthol, 5,7-dimethyl- 172 C12H120 031706-76-0 25
4 benzenamine, 4-ethyl-N,N-diphenyl- 273 C20H19N 1000401-78-5 18
5 4-Amino-6-hydroxy-2-mercapto-5-n... 172 C4H4N402S 001672-48-6 15

Abundance Scan 2853 (19.769 min): BP012497.D\data.ms (-2847) (- m/z 172.05 100.00%
172.1
240.1
5000
430 ' | 1950 20.00
0 MLl 3560 4606 549 . 54616 58.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93549: 3-Chloro-5,5-dimethylcyclohex-2-en-1-one carba
172.0
5000{ 39.0 —‘A‘ : ‘
19.50 20 00
1 m/z 273.15 53.85%
O‘\\‘”\ JH WI\‘J\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145078: 5-(2,6-Dimethoxyphenyl)-[1,2,5]oxadiazolo[3,4-
30.0 228.0 JL
s —
116.0 19.50 20.00
5000 m/z 258.10 49.10%
0 ‘[ 1 H'i M* “hH‘LHww_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47425: 1-Naphthol, 5,7-dimethyl-
172.0 19.50 20.00
m/z 200.10 36.39%
) JQJJL,
0 ZPW.M,.‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 50 20. 00

SFAM-EPA-BP102522.M Fri Nov 04 14:42:27 2022 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 57 1,4-Benzenediol, 2,3,5-trim... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.916 4.65 ng/ul 1015150  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 72
2 Vanillin, acetate 194 C1eH1e04 000881-68-5 59
3 N,N,N',N'-Tetraethyl-1,2-di-fura... 304 C18H28N202 094533-62-7 58
4 N,N,N',N'-Tetraethyl-1,2-di-fura... 304 C18H28N202 094533-62-7 58
5 (5R,8aS)-6,8-Dimethyl-5-((Z)-non... 273 C19H31IN 917595-76-7 58

Abundance Scan 2878 (19.916 min): BP012497.D\data.ms (-2873) (- m/z 152.05 100.00%
152.1

-

5000
67.0 éO‘Od
: 240.1 . :
bbbl f SO 3431 431.0488.9547. 1/ 153,09 11.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30213: 1,4-Benzenediol, 2,3,5-trimethyl-
152.0
5000 R
20.00
m/z 109.10 10.64%
43.0
O‘\\l\l\‘“‘“\‘”\“#\“‘”[f%\f‘“\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68382: Vanillin, acetate
152.0
P
20.00
5000 ITI/Z 67.00 9.67%
43.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #204611: N,N,N',N'-Tetraethyl-1,2-di-furan-2-yl-ethane-1, T
152.0 20.00

m/z 44.05 9.54%

5000

-

810 | 232.0 304.0

0 Ul bl
LA L L L L B B L L L L RO L L

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 61 (5S,8R,8aS)-8-Ethyl-5-((Z)-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
20.174 5.54 ng/ul 1209880  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (5S,8R,8aS)-8-Ethyl-5-((Z)-pent-... 217 C15H23N 1049704-97-3 64
2 d-Proline, n-propargyloxycarbony... 337 C19H31NO4 1000328-07-2 64
3 (5R,8R,8aS)-8-Ethyl-5-((Z)-pent-... 221 C15H27N 1000367-16-3 50
4 (1R,4S,9aS)-1-Methyl-4-((Z)-pent... 217 C15H23N 151805-13-9 45
5 Benzeneethanamine, 3,4-dimethoxy- 181 C10H15NO02 000120-20-7 43

Abundance Scan 2922 (20.174 min): BP012497.D\data.ms (-2918) (-} | m/z 152.85 100.00%

152.1
5000
AvIN ——
44.0 20.00 20.50
bbb L 2871 338.9400.94609 5327 /7 153.00  10.99%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95511: (5S,8R,8aS)-8-Ethyl-5-((Z)-pent-2-en-4-yn-1-yl)o
152.0

5000 T
20.00 20.50
m/z 107.00 8.59%

310 216.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244882: d-Proline, n-propargyloxycarbonyl-, decyl ester
152.0

——
20.00 20.50
5000 m/z 44.00 8.30%

254.0
ol 790 3370
SR TR Y - 1 ¢ R—
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #100451: (5R,8R,8aS)-8-Ethyl-5-((Z)-pent-3-en-1-yl)octal
152.0

o

T
20.00 20.50
m/z 67.00 6.87%

- MLN\
70.0 220.0

R —— —
miz--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 53

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
: BP012497.D

: 03 Nov 2022 19:33
: CG/JU

: N5319-04

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

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 62 unknown-07 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.251 7.62 ng/ul 1664720  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Naphtho[2,1-b]pyran, 4a,5,6,6... 262 C18H300 005153-92-4 18
2 2,4-Pentadienoic acid, 5-(8-hydr... 280 C15H2005 024394-14-7 16
3 p-Coumaroyl alcohol, diacetate 234 C13H1404 500297-95-0 14
4 Phosphoric acid, dimethyl 3-meth... 262 C1@H1504PS 006552-12-1 11
5 Widdrol hydroxyether 238 C15H2602 029620-91-5 10

Abundance Scan 2935 (20.251 min): BP012497.D\data.ms (-2930) (- m/z 43.00 100.00%
43.0
e i\k
128.0 - =
\ 192.1 262.1 20.00 20.50
o U‘M‘W Ml L 1 | 342.040294619 5349 1y 7100 25.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151040: 1H-Naphtho[2,1-b]pyran, 4a,5,6,6a,7,8,9,10,10
43.0
109.0
5000 s =
1910 ° 20.00 20.50
‘ ‘ m/z 128.08  20.45%
O‘\\\ |“}\H\\ \WV’\"ITWA\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173069: 2,4-Pentadienoic acid, 5-(8-hydroxy-1,5-dimeth
43.0
— =
20.00 20.50
5000 121.0 m/z 109.08  19.41%
R M
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #115803: p-Coumaroyl alcohol, diacetate P —
43.0 20.00 20.50
m/z 91.00 14.40%
149.0
5000
‘ ’ H 234 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: 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 64 unknown-08 Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
20.622 6.66 ng/ul 1455510  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 32
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 23

3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 23
4 3-Hexanol, 2,2,5,5-tetramethyl- 158 C10H220 055073-86-4 14
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 14

Abundance Scan 2998 (20.622 min): BP012497.D\data.ms (-2994) (- m/z 57.05 100.00%
57.0

5000

.

209.1

—" =
135.0 ‘ 20.50 21.00
.Ll w‘ .\\’H‘J‘mm | 2670 3570 4611 5357 m/z 41.10  23.34%

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

Abundance  #96401: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0

o

-

5000 ‘ ‘ T
20.50 21.00
m/z 75.00 21.34%

O‘ ’\‘\‘I‘\h‘\].“‘]\-?.\‘(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-

-

57.0
: ‘ ——
20.50 21.00
5000 ITI/Z 93.00 20.16%
Lo
0 el M e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)- — =
57.0 20.50 21.00
m/z 209.05 20.15%
5000 NMAWWVWH$A\MMWWWMMW
INEEE
ol e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acq On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 66 Triphenylphosphine oxide Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.416 6.48 ng/ul 1416130  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Triphenylphosphine oxide 278 C18H150P 000791-28-6 90
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
5 Triphenylphosphine oxide 278 C18H150P 000791-28-6 50
Abundance Scan 3133 (21.416 min): BP012497.D\data.ms (-3129) (- m/z 277.10 100.00%
277.1
5000
77.0 199.0 T
9|
Ol B3O L L) 34114009 4761 549, /5 578 05 32.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 ‘ ‘
21.50

m/z 77.00 20.02%

| g

‘\AJ\L‘h\ll\ll\\\“\l\m'\“\‘“\\h\\\[\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

2150
5000 m/z 199.00 19.65%
7.0 183.0
OHHMH\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0 2150

m/z 183.00  18.81%

5000
P |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

BP012497.D

: 03 Nov 2022 19:33
: CG/JU
: N5319-04

: 53  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: 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 67 Supraene Concentration Rank 23

R.T EstConc Area Relative to ISTD R.T.
22.515 5.67 ng/ul 1067470  Perylene-d12 23.674
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
31,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 59
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 56
5 trans-Farnesol 222 C15H260 000106-28-5 53

Abundance Scan 3320 (22.516 min): BP012497.D\data.ms (-3316) (- m/z 69.10 100.00%
69.1
5000 J
1 \
‘ 149.0 22.50
bbb M h#'w‘; b 231:2 297.1355.1415.0476.2534.9  'n/z 81.05  50.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — :
22.50
m/z 41.10 22.04%
137.0
Obkididyy |, 2030 273.0 341.0 4100
\\\‘\ \\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
T \
22.50
5000 ITI/Z 149.00 15.29%
136.0
obdt aW%04027503320
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316550: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,’ —— ‘
69.0 22.50
m/z 95.05 14.04%
5000
\135 0
ol Ll 290 assossro szeo L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12497.D

Acqg On : 03 Nov 2022 19:33
Operator : CG/JU

Sample : N5319-04

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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|
Triethylamine 3.028 13.4 ng/ul 1260900 1 7.781 1886980 20.0
Benzene, 1,3-di... 5.416 80.2 ng/ul 7563640 1 7.781 1886980 20.0
2-Propanol, 1-b... 6.428 8.1 ng/ul 762310 1 7.781 1886980 20.0
Cyclohexane, 1-.. 6.893 4.8 ng/ul 457024 1 7.781 1886980 20.0
Benzene, 1,2,3-... 7.422 9.1 ng/ul 862094 1 7.781 1886980 20.0
unknown-01 7.481 9.7 ng/ul 911885 1 7.781 1886980 20.0
Furan, tetrahyd... 7.975 12.9 ng/ul 1216650 1 7.781 1886980 20.0
Indane 8.146 7.4 ng/ul 700058 1 7.781 1886980 20.0
o-Cymene 8.881 7.6 ng/ul 713796 1 7.781 1886980 20.0
Triethyl phosphate 9.299 4.9 ng/ul 764558 2 10.581 3092290 20.0
unknown-02 10.328 4.6 ng/ul 709536 2 10.581 3092290 20.0
unknown-03 10.857 4.3 ng/ul 665351 2 10.581 3092290 20.0
4-Octene-2,7-di... 10.963 4.6 ng/ul 709134 2 10.581 30922990 20.0
Phenol, p-tert-... 11.934 15.8 ng/ul 2445550 2 10.581 3092290 20.0
3-Butoxy-1,2-pr... 13.063 5.2 ng/ul 1250460 3 14.434 4784200 20.0
1-Chloro-2-meth... 13.934 8.8 ng/ul 2117670 3 14.434 4784200 20.0
[2.2]Paracyclop... 14.222 5.6 ng/ul 1343180 3 14.434 4784200 20.0
unknown-04 15.951 13.0 ng/ul 3267670 4 17.198 5012340 20.0
unknown-05 17.727 4.7 ng/ul 1184960 4 17.198 5012340 20.0
Quinolinium, 1-... 18.386 7.1 ng/ul 1769520 4 17.198 5012340 20.0
Benzophenone, 2... 19.063 5.8 ng/ul 1442740 4 17.198 5012340 20.0
unknown-06 19.263 4.9 ng/ul 1069510 5 21.292 43700990 20.0
Phenol, 4,4'-(1... 19.592 12.2 ng/ul 2667160 5 21.292 4370090 20.0
3-Chloro-5,5-di.. 19.769 6.8 ng/ul 1490310 5 21.292 4370090 20.0
1,4-Benzenediol... 19.916 4.7 ng/ul 1015150 5 21.292 43700990 20.0
(5S,8R,8aS)-8-E... 20.174 5.5 ng/ul 1209880 5 21.292 4370090 20.0
unknown-07 20.251 7.6 ng/ul 1664720 5 21.292 4370090 20.0
unknown-08 20.622 6.7 ng/ul 1455510 5 21.292 4370090 20.0
Triphenylphosph... 21.416 6.5 ng/ul 1416130 5 21.292 43700990 20.0
Supraene 22.515 5.7 ng/ul 1067470 6 23.674 3767290 20.0
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