LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36642.D

Acqg On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION

Signal : TIC: BM@36642.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.122 3 6 28 rVB 6922816 9209301 78.56% 6.227%
2 3.393 47 52 60 rVB 84741 119728 1.02% 0.081%
3 3.822 121 125 138 rBV 438145 693967 5.92% 0.469%
4 4.063 161 166 171 rVB 46836 71036 0.61% 0.048%
5 4.157 177 182 186 rBV 29072 41631 0.36% 0.028%
6 4.704 270 275 279 rVV6 11150 19956 0.17% 0.013%
7 5.104 338 343 352 rVB 188370 272045 2.32% 0.184%
8 6.051 497 504 515 rvB 161529 259332  2.21% @.175%
9 6.998 660 665 675 rBv 327463 621216 5.30% 0.420%
106 7.175 686 695 706 rVB 459313 804505 6.86% 0.544%
11 7.345 717 724 736 rVB 1819462 2827595 24.12% 1.912%
12 7.545 751 758 769 rBV 1628067 2599252 22.17% 1.758%
13 7.640 771 774 782 rVB6 10512 21657 0.18% 0.015%
14 7.757 789 794 799 rVB2 34257 54375 ©0.46% 0.037%
15 8.022 830 839 845 rBV 1500721 2398581 20.46% 1.622%
16 8.087 845 850 859 rVB 25131 46322 0.40% 0.031%
17 8.728 951 959 970 rBV 1344164 2153112 18.37% 1.456%
18 8.845 975 979 985 rVB 25875 42670 0.36% 0.029%
19 9.128 1021 1027 1030 rBV4 12120 22140 0.19% 0.015%
20 9.187 1030 1037 1044 rVB 2096641 3368668 28.74% 2.278%

21 9.910 1149 11660 1174 rBV 1596587 2662661 22.72%
22 10.451 1244 1252 1264 rBV 2343731 3968740 33.86%
23 10.616 1273 1280 1285 rVB5 11690 19650 0.17%
24 10.833 1309 1317 1325 rBV 2215878 3710017 31.65%
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w
R

25 10.969 1332 1340 1358 rBV 2207889 3837032 32.73% 595%
26 11.122 1362 1366 1371 rVVW2 11937 18245 0.16% 0.012%
27 11.186 1371 1377 1383 rVV 112794 195635 1.67% ©.132%
28 11.251 1383 1388 1392 rVWV 25886 45157 0.39% 0.031%
29 11.310 1392 1398 1402 rVB3 12724 21219 0.18% 0.014%
30 11.369 1405 1408 1416 rVB8 13833 24285 0.21% ©0.016%
31 11.486 1420 1428 1433 rBV 52919 95709 0.82% 0.065%
32 11.545 1433 1438 1447 rVB 131938 220668 1.88% 0.149%
33 12.033 1515 1521 1527 rBV 49007 78785 ©.67% ©.053%
34 12.104 1527 1533 1536 rVV3 15490 33046 0.28% 0.022%
35 12.139 1536 1539 1548 rVB2 18564 32104 0.27% ©0.022%
36 12.227 1548 1554 1560 rVBS5 18964 30535 0.26% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36642.D

Acqg On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION
37 12.316 1564 1569 1574 rVB2 23613 34327 ©.29% 0.023%
38 12.410 1579 1585 1588 rBV 51197 80329 0.69% 0.054%
39 12.451 1588 1592 1600 rVB 280981 420728 3.59% 0.285%
40 12.569 1605 1612 1617 rBv9 10528 24431 0.21% 0.017%
41 13.310 1733 1738 1746 rVB 51577 77442 0.66% 0.052%
42 13.551 1773 1779 1785 rBV3 22034 39190 0.33% 0.027%
43 13.957 1839 1848 1853 rBV5 18395 41816 0.36% ©0.028%
44 14.057 1855 1865 1877 rBV 4766685 6475692 55.24%  4.379%
45 14.174 1882 1885 1892 rVB8 9998 21731 ©0.19% 0.015%
46 14.251 1892 1898 1900 rBV 714491 941912 8.04% 0.637%
47 14.280 1900 1903 1908 rVV 1357808 1805828 15.41% 1.221%
48 14.339 1908 1913 1926 rVB 5791350 8305609 70.86% 5.616%
49 14.469 1931 1935 1937 rVV5 11318 14690 0.13% 0.010%
50 14.498 1937 1940 1944 rVB 19904 26875 0.23% 0.018%
51 14.645 1958 1965 1973 rVB 3546886 5059220 43.16% 3.421%
52 14.751 1976 1983 1988 rVV2 50799 94463 0.81% 0.064%
53 14.833 1991 1997 2015 rVB 432900 700168 5.97% 0.473%
54 15.051 2030 2034 2039 rVB8 16884 27337 ©0.23% 0.018%
55 15.157 2046 2052 2062 rVB 114681 177026 1.51% 0.120%
56 15.327 2077 2081 2085 rVB4 14063 22451 0.19% 0.015%
57 15.439 2094 2100 2105 rBV7 15812 32927 0.28% 0.022%
58 15.633 2126 2133 2145 rBV 7324649 10058943 85.81% 6.802%
59 15.745 2145 2152 2163 rBV 1646713 2325084 19.84% 1.572%
60 15.868 2168 2173 2183 rVB 61325 112081 ©.96% 0.076%
61 15.992 2189 2194 2200 rBV 74704 108616 ©.93% 0.073%
62 16.110 2207 2214 2217 rVB 31099 42766 0.36% 0.029%
63 16.192 2222 2228 2234 rBV5 32596 55358 0.47% 0.037%
64 16.310 2243 2248 2251 rBV6 18538 31646 0.27% 0.021%
65 16.415 2262 2266 2269 rVB4 15340 20471 0.17% 0.014%
66 16.533 2279 2286 2302 rBV2 5203101 8120991 69.28% 5.492%
67 16.874 2340 2344 2347 rBV 70377 85691 ©.73% 0.058%
68 16.915 2347 2351 2358 rVB 356128 438483  3.74%  0.297%
69 17.104 2379 2383 2386 rBV5 12664 20978 0.18% 0.014%
70 17.139 2386 2389 2392 rVV3 18285 25850 0.22% 0.017%
71 17.192 2396 2398 2403 rVB4 18274 21387 ©0.18% 0.014%
72 17.262 2406 2410 2415 rVB 58727 75999 0.65% 0.051%
73 17.380 2424 2430 2437 rVB 4337025 5772493 49.25% 3.903%
74 17.480 2440 2447 2457 rVVW 7735295 10679070 91.10% @ 7.221%
75 17.945 2522 2526 2531 rBV 98535 125101 1.07% ©0.085%
76 18.051 2541 2544 2545 rBV3 23025 22929 0.20% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36642.D

Acqg On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M

Title : SVOA CALIBRATION

77 18.204 2567 2570 2576 rVB 45915 61233 0.52% 0.041%
78 18.280 2578 2583 2591 rBV2 181191 395463 3.37% 0.267%
79 18.598 2634 2637 2648 rBV 190397 346099 2.95% 0.234%
80 18.886 2682 2686 2693 rVB 141391 183421 1.56% 0.124%
81 18.998 2699 2705 2718 rBV 7926520 9552362 81.49% 6.459%
82 19.180 2733 2736 2744 rVB2 117303 167619 1.43% 0.113%
83 19.327 2757 2761 2765 rBV2 93805 126359 1.08% ©0.085%
84 19.398 2769 2773 2780 rVB 98585 145200 1.24% ©.098%
85 19.545 2794 2798 2804 rBV 269845 401773  3.43% 0.272%
86 19.680 2817 2821 2827 rBV 198621 284499 2.43% 0.192%
87 19.762 2829 2835 2845 rVV 9190431 11721951 100.00% 7.927%
88 19.956 2864 2868 2872 rBV 139461 180587 1.54% 0.122%
89 20.303 2925 2927 2932 rBvV2 67900 77168 0.66% 0.052%
90 20.374 2936 2939 2945 rVB 275076 341630 2.91% 0.231%
91 20.639 2981 2984 2987 rBV 123846 140453 1.20% 0.095%
92 20.680 2988 2991 2997 rBV2 181958 216896 1.85% 0.147%
93 20.756 3001 3004 3007 rBV 177055 191467 1.63% 0.129%
94 21.003 3042 3046 3054 rBV 365513 474644  4.05% 0.321%
95 21.250 3085 3088 3093 rVB2 163692 283577  2.42% 0.192%
96 21.462 3121 3124 3132 rBV 234964 321979 2.75% 0.218%
97 21.545 3133 3138 3142 rBV 4208784 5392790 46.01% 3.647%
98 22.156 3239 3242 3250 rVB2 389447 698651 5.96% 0.472%
99 23.833 3520 3527 3534 rBV2 4393659 8378716 71.48% 5.666%
100 23.986 3547 3553 3563 rVB2 2270453 4589333 39.15% 3.103%

Sum of corrected areas: 147882576

SFAM-EPA-BM@91522.M Thu Sep 22 17:34:53 2022 3



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 22 Sep 2022 01:58
: CG/JU
: N4649-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
BM@36642.D

: 27  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM036642.D\data.ms
8000000
122
6000000
4000000
2000000 7.345; 9187 DR °
245 8022  g70g 9.910
3.822 7
3393 ) 40857 4704 5.104 6.051 6'%7 845781087 .849.128 0.616 | 144134
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 1150
Abundance TIC: BM036642.D\data.ms
19.762
8000000 17.480 18.998
15.633
6000000 14.339
16.533
14.057 fﬂ
17.380
4000000 14.645
2000000 5
. 4230 15.745
4. 16 Sﬁew 0.95a8%334
Omeﬁﬁé‘s 13.319/55113.9571 M /0 DA B 25091151 SewRpean b 18 i 17943515 >98.8
A e e e e e e e R A
Time--> 12.00 12,50 13.00 13.50 14.00 1450 1500 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM036642.D\data.ms
8000000
6000000 23.833
4000000
2000000
0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26,50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.122 76.79 ng/ul 9209300 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance Scan 6 (3.122 min): BM036642.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0

;::::::::::>

5000
43.0
R RRREa e REARR RS
‘ 3.203.303.403.50
Ob b i 10111300 169.0197.0 2671 ./ 43,00  31.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T I T T[T T[T 111
43.0 3.203.303.403.50
m/z 87.00  25.95%
O\‘\‘\‘“\‘\“‘“\‘\\‘\m‘\\“\‘\‘\\\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
3.203.303.403.50
5000 m/z 55.00 23.89%
43.0
Ottt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RE s ARRRREY
73.0 3.203.303.403.50
m/z 71.10 11.20%
5000| 41.0 A
L -
m/z--> 20 40 60 80 100120140160180200220240260280 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.104 2.27 ng/ul 272045 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Tetraglyme 222 C10H2205 000143-24-8 37
Abundance Scan 343 (5.104 min): BM036642.D\data.ms (-338) (-) m/z 42.95 100.00%
43.0
5000
101-0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ 73.0 ‘ 4.80 5.00 5.20 5.40
ol 250 L1429 1769 nm/z 58.95  63.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N R R R

4.80 5.00 5.20 5.40
m/z 101.00 24.61%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R RRERERE
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 18.17%
101.0
0ttt et e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- EEammEEREREEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.22%
5000
101.0
Ol et 739 A G e
m/z--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.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 3 Cyclohexanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.051 2.16 ng/ul 259332  1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 94
2 Cyclohexanone 98 C6H100 000108-94-1 94
3 Cyclohexanone 98 C6H1e0 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 83
Abundance Scan 504 (6.051 min): BM036642.D\data.ms (-497) (-) m/z 55.00 100.00%
55.0
5000 98.0 J\
Ran e AENRARRE RS
( 5.80 6.00 6.20 6.40
ol Ll 1420 17912089 280« . 4395 65.67%
miz--> 50 100 150 200 250
Abundance #3562: Cyclohexanone
55.0
5000 98.0 T T T T
5.80 6.00 6.20 6.40
m/z 98.00 48.03%
O ]_\5‘ \0‘“\ ‘ ‘ H T H‘ H T “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3564: Cyclohexanone
55.0
98.0 S RAREmEEa
5.80 6.00 6.20 6.40
5000 m/z 41.00 29.25%
0 T
miz--> 50 100 150 200 250
Abundance #3561: Cyclohexanone A
55.0 5.80 6.00 6.20 6.40
m/z 69.00 29.11%
5000
98.0
150 |||
0 | ul | L

m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58

Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091522.M
. SVOA CALIBRATION

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

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

Peak Number 4 1-Butanamine, N-butyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
6.998  5.18 ng/ul 621216  1,4-Dichlorobenzene-d4  8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butanamine, N-butyl- 129 caHion 000111-92-2 91

2 Prilocaine 220 C13H20N20 000721-50-6 72
3 1-Butanamine, N-butyl- 129 C8H19N 000111-92-2 64
4 n-Butylethylenediamine 116 C6H16N2 019522-69-1 64

5 3',4'-Methylenedioxy-N-propylami... 235

C13H17NO3

1000457-81-1 64

Abundance Scan 665 (6.998 min): BM036642.D\data.ms (-660) (-) m/z 86.05 100.00%
440 86.0
5000
T e
‘ ‘ 129.1 . 6606.807.007.207.40
ol b b | 1629 2070 280% ;43,95  81.92%
miz--> 50 100 150 200 250
Abundance #14967: 1-Butanamine, N-butyl-
86.0
44.0
5000 [T i T T [T T[T Tt
6.60 6.80 7.00 7.20 7.40
m/z 41.00 21.79%
‘ ‘ ‘ 129.0
O T T H\ ‘\H‘ ‘ M\ \‘ T ‘\ ‘ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #98818: Prilocaine
86.0
R S
44.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 56.95 20.45%
ob——Mpbody 3180 2200
miz--> 50 100 150 200 250
Abundance #14971: 1-Butanamine, N-butyl- [T T R
86.0 6.60 6.80 7.00 7.20 7.40
m/z 129.05 9.75%
30.0
5000
“ ‘ 129.0
A — e sl S e
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Benzaldehyde, 2,4,5-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.451 2.27 ng/ul 420728  Naphthalene-d8 10.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 95
2 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 95
3 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 95
4 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 94
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 94

Abundance Scan 1592 (12.451 min): BM036642.D\data.ms (-1588) (- | m/z 147.00 100.00%
147.0
119.0
5000
91.0 TAN.
51.0 ‘ ‘ ‘ 12.50
Ol b A 1908 2810 ) 148,00 81.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26255: Benzaldehyde, 2,4,5-trimethyl-
147.0
5000 119.0 .
12.50
m/z 119.00 62.84%
39.0 ‘ ‘
O\’\‘\‘\\“H\“”\“\‘H‘\‘H‘\I‘H‘”HU“HH‘\‘\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26253: Benzaldehyde, 2,4,6-trimethyl-
147.0
119.0
1250
5000 91.00 24.63%
91.0
39.0
o‘w‘“”w‘uu‘LM‘MMw_MWH_WWW_WH_‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26250: Benzaldehyde, 2,4,5-trimethyl-
147.0 1250
m/z 105.00 22.44%
119.0
5000
91.0
410
m/z--> 20 40 60 80 100120140160180200220240260280 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 2-Propanol, 1-chloro-3-phen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.251 3.72 ng/ul 941912  Acenaphthene-d1e0 14.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-chloro-3-phenoxy- 186 C9H11Cl02 004769-73-7 93
2 2-Phenoxyethanol, isopropyl ether 180 C11H1602 1000394-79-3 53
3 N-(Benzenesulfonyl)acetamide 199 C8HINO3S 005661-14-3 38
4 Oxirane, (phenoxymethyl)- 150 C9H1002 000122-60-1 36
5 Carbonic acid, (3,4,4-trimethyl-... 252 C13H1605 109123-69-5 36

Abundance Scan 1898 (14.251 min): BM036642.D\data.ms (-1892) (- | m/z 94.00 100.00%

94.0
5000
. 186.0
51‘0 ‘ 20 1400 1450
oh u‘;‘ww‘“ L ALl 8Ly 77.60 46.32%
miz--> 50 100 150 200 250
Abundance #61557: 2-Propanol, 1-chloro-3-phenoxy-
94.0
5000 T
14 00 14.50
186.0 m/z 106.95 27.64%
51.0 ‘ 150.0 ‘
O T T T ‘\‘ “\h\ ‘\ - ‘ ‘\ ‘\ T ‘\ ‘ T T T ‘\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #54700: 2-Phenoxyethanol, isopropyl ether
94.0
—
43.0 14 OO 14.50
5000 ITI/Z 95.00 22.57%
180.0
ol i‘m‘\‘h‘\\\“HH ] “1‘333?‘ ‘ e
miz--> 50 100 150 200 250
Abundance #75135: N-(Benzenesulfonyl)acetamide s —
94.0 14.00 14.50
m/z 186.00 16.77%
5000 43.0
141.0
R D YT N M
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.280 7.14 ng/ul 1805830  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Phenoxyethyl acrylate 192 C11H1203 048145-04-6 9
2 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 9
3 Succinimide 99 C4H5N02 000123-56-8 5
4 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 5
5 4-Methylthiazole 99 C4H5NS 000693-95-8 4
Abundance Scan 1903 (14.280 min): BM036642.D\data.ms (-1900) (- | m/z 99.00 100.00%
99.0
55.0
5000
— —
192.0 14.00 14.50
Oty b AAL0 192D 2668 n/z 55.00  80.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #66335: .beta.-Phenoxyethyl acrylate
55.0 99.0
5000 —— —
27.0 14.00 14.50
m/z 77.00 14.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #91849: Pentanoic acid, 2-methyl-, anhydride
99.0
— —
71.0 14.00 14.50
5000 43.0 m/z 100.00 5.72%
oty o h b s
m/z--> 20 40 60 80 100120140160180200220240260 /\
Abundance #3862: Succinimide T —
[e
28.0 99.0 14.00 14.50
m/z 65.00 5.44%
56.0
5000
0H""H"‘“‘m‘w‘u‘u,uu}mWm_m‘mw‘m‘mmm‘mWm
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Data Path :

Data File :
: 22 Sep 2022 01:58
: CG/JU

: N4649-02

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
BM@36642.D

: 27  Sample Multiplier: 1

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091522.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 8 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.533  28.14 ng/ul 8120990  Phenanthrene-d10 17.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenoxyethanol, isopropyl ether 180 C11H1602 1000394-79-3 38
2 2-Chloro-4-aminopyrimidine 129 C4HA4CIN3 007461-50-9 37
3 Benzene, [(2-methyl-2-propenyl)o... 148 C10H120 005820-22-4 37
4 Oxirane, (phenoxymethyl)- 150 C9H1002 000122-60-1 32
5 Methane, isopropoxyphenoxy- 166 C10H1402 000828-12-6 27
Abundance Scan 2286 (16.533 min): BM036642.D\data.ms (-2279) (- | m/z 55.00 100.00%
55.0
128.9
5000
16.50 |
91,0 2220 | ’
ol b HLETl | 1749 2280 2650 3400 .5 178,95 70.36%
miz--> 50 100 150 200 250 300
Abundance #54700: 2-Phenoxyethanol, isopropyl ether
94.0
43.0
5000 — :
16.50
180.0 m/z 93.95 50.41%
O\\‘\‘ “\“M\H‘\HH h\ ‘h§§?“!\““““““““
miz--> 50 100 150 200 250 300
Abundance #14654: 2-Chloro-4-aminopyrimidine
129.0
1 T
16.50
5000 m/z 77.00 28.82%
67.0
0 e e  aa o
miz--> 50 100 150 200 250 300
Abundance #26307: Benzene, [(2-methyl-2-propenyl)oxy]- —— A~T
55.0 16.50
m/z 107.00 10.57%
5000 940 1480 /{
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.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, 1,3-diphenoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.998 33.10 ng/ul 9552360  Phenanthrene-d10 17.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1,3-diphenoxy- 244 C15H1603 000622-04-8 98
2 2-Propanone, 1-phenoxy- 150 C9H1e02 000621-87-4 46
3 2-Propanone, 1-phenoxy- 150 C9H10e02 000621-87-4 43
4 Ethanol, 2-phenoxy-, benzoate 242 C15H1403 004173-59-5 27
5 Phenol, 2-(2-methylpropyl)- 150 C10H140 004167-75-3 27
Abundance Scan 2705 (18.998 min): BM036642.D\data.ms (-2699) (- | m/z 77.00 100.00%
77.0
5000
149.9 244.1
——
Wi
ol LI L | 2070 | 28203269 /. o400 s8.60%
m/z--> 50 100 150 200 250 300 350
Abundance #128439: 2-Propanol, 1,3-diphenoxy-
71.0
5000 U
39.0 244.0 19.00
‘ 150.0 m/z 107.00 80.86%
Ot lm‘\‘“‘\“‘ \H‘”\ ‘\‘h \“\ B \139\3‘0\ T \“ LB B e e
miz--> 50 100 150 200 250 300 350
Abundance #28297: 2-Propanone, 1-phenoxy-
717.0 150.0
——
19.00
5000 m/z 244.10 34.51%
39?
ol “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #28290: 2-Propanone, 1-phenoxy- i
77.0 19.00
150.0 m/z 149.95  28.59%
5000
393
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36642.D

Acq On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.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 10 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.156  2.59 ng/ul 698651 Chryseme-di2 21.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00@107-52-8 74

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 50
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
51,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 37

Abundance Scan 3242 (22.156 min): BM036642.D\data.ms (-3239) (- | m/z 73.00 100.00%

73.0
147.0
221.0
5000

355.0
P e
‘ 4290 22.00 22.50
0‘H““mH‘m‘v‘mc“ul‘“M‘L‘H‘HMMw‘m“"m‘u"u‘uu“m‘u m/z 147.00 71.07%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
1
730 La702210
5000 — e
355.0 22.00 22.50

m/z 221.00  59.56%

\ ‘ 443.0

O\\\‘\J‘J\\\\‘\\\‘\‘\\\Th‘d\\\\lt\!\\‘\\\'\g‘[\\\\‘\\T\t‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650

Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0

P e
355.0 22.00 22.50
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl- P ——
73.0 429.0 22.00 22.50
m/z 355.00 28.53%
147.0
5000 221.0 355.0
l ‘ 563.0 651.(
0\ﬂ\MHWHNM\HHLLWJHM\NMLth\wkﬁﬁu\wm\wu\qu — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36642.D

Acqg On : 22 Sep 2022 01:58
Operator : CG/JU

Sample : N4649-02

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091522.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|
Butane, 2-metho... 3.122 76.8 ng/ul 9209300 1 8.022 2398580 20.0
2-Pentanone, 4-... 5.104 2.3 ng/ul 272045 1 8.022 2398580 20.0
Cyclohexanone 6.051 2.2 ng/ul 259332 1 8.022 2398580 20.0
1-Butanamine, N... 6.998 5.2 ng/ul 621216 1 8.022 2398580 20.0
Benzaldehyde, 2... 12.451 2.3 ng/ul 420728 2 10.833 3710020 20.0
2-Propanol, 1-c... 14.251 3.7 ng/ul 941912 3 14.645 5059220 20.0
unknown-01 14.280 7.1 ng/ul 1805830 3 14.645 5059220 20.0
unknown-02 16.533 28.1 ng/ul 8120990 4 17.380 5772490 20.0
2-Propanol, 1,3... 18.998 33.1 ng/ul 9552360 4 17.380 5772490 20.0
Hexasiloxane, t... 22.156 2.6 ng/ul 698651 5 21.544 5392790 20.0
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