LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM0@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc :

ALS Vvial : 22 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-BM040922.M
Title : SVOA CALIBRATION

Signal : TIC: BM@34680.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.243 32 35 41 rVB 34565 44459  1.93% 0.137%
2 3.596 92 95 102 rVB 18859 31352 1.36% 0.097%
3 3.666 104 107 116 rBV 328510 501053 21.78% 1.547%
4 4.013 162 166 175 rVB3 31600 48022 2.09% ©0.148%
5 4.231 200 203 210 rVB5 25263 36750 1.60% 0.113%
6 4.301 211 215 220 rVB2 12390 18571 0.81% 0.057%
7 4.672 273 278 288 rBV 80146 135973 5.91% 0.420%
8 4.843 303 307 315 rVB5 15062 26785 1.16% ©0.083%
9 5.025 335 338 343 rVB3 12317 15897 0.69% 0.049%
106 5.154 355 360 366 rVB 37959 59745 2.60% 0.184%
11 5.319 383 388 400 rBV5 15890 49374  2.15% 0.152%
12 5.937 488 493 503 rVB2 33835 55341 2.41% 0.171%
13  6.125 520 525 531 rVB 19502 29977 1.30% 0.093%
14 6.537 590 595 600 rVB5 13761 24694 1.07% 0.076%
15 6.713 621 625 628 rBvV3 9738 13912 0.60% 0.043%
16 6.760 630 633 637 rVB 12634 17716 ©0.77% 0.055%
17 6.842 642 647 650 rBV 11590 19533 0.85% 0.060%
18 7.025 672 678 698 rBv2 428022 1054803 45.85% 3.256%
19 7.190 700 706 714 rBV 362162 567124 24.65% 1.751%
20 7.389 733 740 755 rBV 456236 793295 34.48% 2.449%
21 7.866 813 821 828 rBV 452210 756087 32.87% 2.334%
22 7.937 828 833 838 rVB 38731 64681 2.81% 0.200%
23 8.160 865 871 878 rVB 86667 143479 6.24% 0.443%
24 8.331 896 900 911 rVB7 14570 30357 1.32% 0.094%
25 8.431 913 917 921 rBV5 12705 22617 ©0.98% 0.070%
26 8.484 921 926 934 rVB 196167 310190 13.48% 0.958%
27 8.578 935 942 950 rBV 512355 876643 38.11% 2.706%
28 9.025 1005 1018 1035 rBV 427215 884062 38.43% 2.729%
29 9.242 1050 1055 1062 rVV 35144 64827 2.82% 0.200%
30 9.472 1088 1094 1098 rBv2 12761 21336 0.93% 0.066%
31 9.566 1101 1110 1116 rBV7 16351 43959 1.91% 0.136%
32 9.678 1124 1129 1135 rBV3 31118 48930 2.13% 0.151%
33 9.754 1135 1142 1155 rWV 337198 631304 27.44% 1.949%
34 10.083 1192 1198 1205 rVB2 17420 33672 1.46% 0.104%
35 10.166 1206 1212 1218 rBV3 10530 22210 0.97% 0.069%

36 10.295 1225 1234 1246 rBV 500524 889146 38.65% 2.745%

SFAM-EPA-BMO40922 .M Fri Apr 22 14:27:47 2022 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM0@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc :

ALS Vvial : 22 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-BM040922.M
Title : SVOA CALIBRATION
37 10.672 1291 1298 1314 rVB 610450 1041519 45.27%  3.215%
38 10.807 1314 1321 1331 rBV 403670 779312 33.87% 2.406%
39 10.895 1331 1336 1346 rVB4 101721 193625 8.42% 0.598%
40 11.125 1367 1375 1383 rBV6 35838 76123  3.31% 0.235%
41 11.219 1386 1391 1403 rVB3 74367 126562 5.50% 0.391%
42 11.630 1449 1461 1473 rBV 239894 530272 23.05% 1.637%
43 11.719 1473 1476 1484 rVB 52686 95499 4.15% 0.295%
44 11.819 1489 1493 1500 rVV2 31085 67824  2.95% 0.209%
45 11.883 1500 1504 1513 rVV3 24529 48560 2.11% ©0.150%
46 11.983 1513 1521 1525 rVV3 6454 15181 0.66% 0.047%
47 12.036 1525 1530 1535 rVV2 24088 51305 2.23% 0.158%
48 12.101 1535 1541 1550 rVv4 109777 262411 11.41% 0.810%
49 12.183 1550 1555 1567 rvVv 112708 256944 11.17% 0.793%
50 12.266 1567 1569 1574 rVV4 15158 25042 1.09% 0.077%
51 12.383 1583 1589 1598 rVB 324140 505147 21.96%  1.559%
52 12.524 1608 1613 1617 rBV6 13538 26248 1.14% 0.081%
53 12.777 1652 1656 1663 rVB9 8119 18643 0.81% 0.058%
54 12.924 1676 1681 1691 rBV4 49586 115784 5.03% 0.357%
55 13.130 1712 1716 1721 rBV8 8169 15401 0.67% 0.048%
56 13.248 1725 1736 1746 rVB6 31078 84391 3.67% 0.261%
57 13.348 1748 1753 1759 rBV 46088 67287 2.92% 0.208%
58 13.442 1765 1769 1773 rBV2 39383 57776  2.51% 0.178%
59 13.566 1783 1790 1797 rVB2 54147 93543 4.07% 0.289%
60 13.836 1828 1836 1840 rBV7 8179 12525 0.54% 0.039%
61 13.918 1844 1850 1862 rBV 907595 1333193 57.95% 4.116%
62 14.054 1868 1873 1879 rVBO 6495 15209 0.66% 0.047%
63 14.207 1888 1899 1910 rBV 1013839 1551525 67.44% 4.790%
64 14.330 1913 1920 1931 rBvV4 39478 81807 3.56% ©.253%
65 14.454 1936 1941 1945 rVV3 56782 104861 4.56% 0.324%
66 14.513 1945 1951 1957 rVB 894358 1299116 56.47% 4.010%
67 14.718 1976 1986 1999 rBV 119818 368348 16.01% 1.137%
68 15.148 2053 2059 2060 rBV5 9976 13198 0.57% 0.041%
69 15.177 2060 2064 2068 rVB6 13469 20386 0.89% 0.063%
70 15.383 2093 2099 2106 rVv8 8933 23541 1.02% 0.073%
71 15.501 2112 2119 2131 rBV 1363093 1935754 84.14% 5.976%
72 15.618 2133 2139 2156 rVB 392969 603431 26.23% 1.863%
73 15.742 2156 2160 2164 rBV 13553 19576 ©.85% 0.060%
74 15.865 2176 2181 2187 rVB9 6765 13501 ©0.59% 0.042%
75 15.930 2187 2192 2198 rVV9 7595 17386 0.76% 0.054%
76 16.177 2224 2234 2238 rBV6 16594 42898 1.86% 0.132%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM0@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc :

ALS Vvial : 22 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-BM040922.M

Title : SVOA CALIBRATION

77 16.330 2255 2260 2266 rVV 81104 127483 5.54% 0.394%
78 16.395 2268 2271 2276 rVB7 9949 16269 0.71% 0.050%
79 16.483 2281 2286 2292 rBV 54726 88221 3.83% 0.272%
80 16.642 2306 2313 2318 rBV9 13430 33060 1.44% 0.102%
81 16.895 2348 2356 2359 rBVS8 6804 13293 0.58% 0.041%
82 17.206 2405 2409 2411 rBVS 11034 14094 0.61% 0.044%
83 17.254 2411 2417 2427 rVV 1025866 1473677 64.06% 4.549%
84 17.354 2427 2434 2446 rVV 1333219 1948532 84.70% 6.015%
85 17.530 2459 2464 2470 rVB9 9085 18864 ©0.82% 0.058%
86 17.936 2528 2533 2538 rBV 25687 34568 1.50% 0.107%
87 18.153 2565 2570 2578 rBV2 160990 250202 10.88% 0.772%
88 18.948 2700 2705 2711 rVB6 11932 21309 0.93% 0.066%
89 19.083 2725 2728 2731 rBV4 9802 13197 0.57% 0.041%
90 19.165 2738 2742 2746 rBV2 54147 66162 2.88% 0.204%
91 19.212 2746 2750 2755 rVB3 19636 26411 1.15% ©0.082%
92 19.289 2759 2763 2771 rBV2 17147 39767 1.73% 0.123%
93 19.430 2783 2787 2793 rBV3 32493 51195 2.23% 0.158%
94 19.642 2817 2823 2830 rBV 1638687 2300561 100.00% 7.102%
95 19.942 2872 2874 2879 rBV5 12165 18975 0.82% 0.059%
96 20.177 2909 2914 2919 rBV3 27167 46687 2.03% 0.144%
97 21.142 3074 3078 3088 rBV 466097 617127 26.83% 1.905%
98 21.430 3122 3127 3133 rBV 952935 1360586 59.14% 4.200%
99 23.647 3498 3504 3511 rBV2 926774 1920878 83.50% 5.930%
100 23.800 3524 3530 3540 rVB2 719812 1493386 64.91% 4.610%

Sum of corrected areas: 32393034
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Apr 2022 22:50
: CG/IU
: N2316-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
BM034680.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM034680.D\data.ms

10.672

9.754

43 125 6.5

324335

o N AL
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0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

o~ PAPNRCE N~ A N
L B I B L s e B B B B B B B B B B B B B B B B

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

TIC: BM034680.D\data.ms
19.642

15.501 17.354

14.207 17.254
13.918 | 14.513

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BM034680.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 1-bromo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.672 3.60 ng/ul 135973  1,4-Dichlorobenzene-d4 7.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-bromo- 136 C4H9Br 000109-65-9 52
2 Butane, 1-bromo- 136 C4H9Br 000109-65-9 40
3 Butane, 1-bromo- 136 C4H9Br 000109-65-9 9

4 2,2,7,7-Tetramethyl-4,5-dimethyl... 194 C14H26 090822-63-2 9
5 2-Propyn-1-o0l, propionate 112 C6H802 001932-92-9 9

Abundance Scan 278 (4.672 min): BM034680.D\data.ms (-273) (-) m/z 57.00 100.00%

57.0
5000 }\¥
440 4.60 4.80 5.00
| ) 809 1069 1359 2211
ot e e e m/z 39.00 18.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18329: Butane, 1-bromo-
57.0
29.0

5000 e e ae
4.40 4.60 4.80 5.00

m/z 55.00 11.13%

\\\\‘\\\\’\\\\‘\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18333: Butane, 1-bromo-
57.0

4.40 4.60 4.80 5.00

5000 290 m/z 37.95 7.15%

o

L)) eo 1070 7

0 et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18332: Butane, 1-bromo-
57.0 4.40 4.60 4.80 5.00
m/z 135.90 6.94%
29.0
5000
136.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
: SVOA CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 7

Peak Number 2 Cyclobutane, 1,2-diethenyl-...

R.T. EstConc Area Relative to ISTD R.T.
8.160 3.80 ng/ul 143479 1,4-Dichlorobenzene-d4 7.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclobutane, 1,2-diethenyl-3,4-d... 136 C10H16 1000034-00-1 53
2 N'-(But-2-enylidene)-2,2,3,3,4 ,4 . 430 C11H7F13N20 330591-15-6 38

3 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 38
4 Cyclobutane, 1,2-dipropenyl- 136 C10H16 022769-00-2 36
5 2-Pentyne 68 C5H8 000627-21-4 36

Abundance Scan 871 (8.160 min): BM034680.D\data.ms (-865) (-) m/z 68.10 100.00%
68.1

5000 ﬂALA%

‘ L 1340 7.80 8.00 8.20 8.40
(il M L

b e 288 m/Z 41.05  60.13%

4 i”w
mlz--> 50 100 150 200 250 300 350 400
Abundance #18152: Cyclobutane, 1,2-diethenyl-3,4-dimethyl-
68.0

5000 T T
7.80 8.00 8.20 8.40

m/z 38.95 31.88%

O\‘“\M““‘H‘L\lh‘lwzwlwc\)‘\\\\‘\\\\‘\\H‘HH‘HH|\H\
m/z--> 50 100 150 200 250 300 350 400
Abundance #317821: N'-(But-2-enylidene)-2,2,3,3,4,4,5,5,6,6,7,7,7-tr
68.0

7.80 8.00 8.20 8.40
5000 m/z 54.95 29.02%

L

o

119.0
Y 169.0 430.!

by 1 O
miz--> 50 100 150 200 250 300 350 400
Abundance #3502: 2H-Pyran-2-one, 5,6-dihydro- T TR T
68.0 7.80 8.00 8.20 8.40

m/z 67.05 28.56%

m/z-->

50

100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.484 8.21 ng/ul 310190 1,4-Dichlorobenzene-d4 7.866

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,9-Nonanediol 160 C9H2002 003937-56-2 43
2 Furan, 2,5-dihydro-2,5-dimethyl- 98 C6H100 059242-27-2 42
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 30
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 30
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 30
Abundance Scan 926 (8.484 min): BM034680.D\data.ms (-921) (-) m/z 57.05 100.00%
57.0
5000
98.0
8.20 8.40 8.60 8.80
0 2810 n/z 83.05 68.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36854: 1,9-Nonanediol
55.0
5000 L B L
95.0 8.20 8.40 8.60 8.80
m/z 68.10 63.71%
o8 Ay 1240
N \‘ \H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3680: Furan, 2,5-dihydro-2,5-dimethyl-
43.0 83.0
R REmEE s R
8.20 8.40 8.60 8.80
5000 m/z 41.05 60.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3748: Cyclohexane, methyl- AN EEEEEE S
83.0 8.20 8.40 8.60 8.80
m/z 55.05 50.32%
5000/ 410
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.895 3.72 ng/ul 193625 Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4H9NO2S 003335-52-2 22
2 3-Chloro-4-nitroisoxazole 148 C3HCIN203 1000432-93-0 14
3 Hexanoic acid, pentyl ester 186 C11H2202 000540-07-8 12
4 Thiirane 60 C2H4S 000420-12-2 11
5 2,4-Thiazolidinedione 117 C3H3NO2S 002295-31-0 11

Abundance Scan 1336 (10.895 min): BM034680.D\data.ms (-1331) (-  m/z 116.95 100.00%

117.0
41.1 148.0
5000
75.0
— et~y
208.0 10.50 11.00
o Aot T m/z 41.10 79.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17663: 2-[(2- Amlnoethyl)suIfanyl]acenc acid
11y.
5000 46.0 = R
10.50 11.00
m/z 148.00  78.81%
T ‘
O\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26463: 3-Chloro-4-nitroisoxazole
30.0 ﬂ\
148.0 r R
10.50 11.00
5000 ITI/Z 98.95 78.02%
740
L, \‘ \ 1020
0“H‘m‘H_JHHMU"uuﬁm“_‘u‘uh‘_‘u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60760: Hexanoic acid, pentyl ester
117.0 10.50 11.00
70.0 m/z 59.95  77.55%
43.0
5000
Obrrepell e W 2430 186.0 -l Mm
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-@3 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.219 2.43 ng/ul 126562  Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 27
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 25
3 2-n-Propylthiane 144 C8H16S 017912-23-1 22
4 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 22
5 9-Chloro-bicyclo[6.1.0]nona-1(8)... 150 C9H7C1 1010295-96-4 22
Abundance Scan 1391 (11.219 min): BM034680.D\data.ms (-1386) (-  m/z 115.00 100.00%
115.0
40 670 150.0
5000
70 WA e a o) N
11.00 11.50
0" m/z 101.00  99.69%
miz--> 0 20 40 60 80 100 120 140
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 Dl L
11.00 11.50
m/z 150.00  78.59%
6%-0 87.0 I
O\‘\\\\‘\\\\’\\”\\“1\\‘\‘\“”\\‘\\‘\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #9363: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
—
ll 00 11.50
5000 41.0 m/z 67.05 77.93%
67.0
I 119.0
miz--> 0 20 40 60 80 100 120 140
Abundance #24305: 2-n-Propylthiane
101.0 11.00 11.50
m/z 41.05 74.22%
5000 41.0 670
144.0
0 L A
m/z--> 0 20 100 120 140 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 p-Dioxane-2,5-dimethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.630 10.18 ng/ul 530272 Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dioxane-2,5-dimethanol 148 C6H1204 014236-12-5 83
2 1,4-Dioxane-2,6-dimethanol 148 C6H1204 054120-69-3 45
3 2-Propanol, 1-(1,1-dimethylethoxy)- 132 C7H1602 057018-52-7 38
4 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202 000598-98-1 30
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12
Abundance Scan 1461 (11.630 min): BM034680.D\data.ms (-1449) (- m/z 57.85 100.00%
57.0
5000
117.1 J\M
— =
m H ‘871 11.50 12.00
Ol el Ml 24792070 7 117,10 36.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26591: p-Dioxane-2,5-dimethanol
57.0
5000 31.0 117.0 . —5
11.50 12.00
m/z 43.00 29.71%
O\\\‘\‘\‘ \\“\“\‘8\7‘\'\0\“\\\}“\\\\]‘.4\8\.\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26594: 1,4-Dioxane-2,6-dimethanol
57.0
= =
11.50 12.00
5000 310 m/z 45.05 22.36%
117.0
N 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16572: 2-Propanol, 1-(1,1-dimethylethoxy)- . =
57.0 11.50 12.00
m/z 73.00 16.58%
5000
117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.101 5.04 ng/ul 262411 Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pivalic acid, 6-chlorohexyl ester 220 C11H21Cl02 1000330-91-8 22
2 2-Oxazolidinethione 103 C3H5NOS 005840-81-3 22
3 Ethyl 3,3-diethoxypropionate 190 C9H1804 010601-80-6 22
4 2-t-Butyl-6-chloromethyl-[1,3]di... 206 C9H15C103 139883-58-2 12
5 Heptane, 1,1-diethoxy- 188 C11H2402 000688-82-4 12

Abundance Scan 1541 (12.101 min): BM034680.D\data.ms (-1535) (- m/z 57.00 100.00%
57.0

103.0
- M
= —
12.00 12.50
0+ m/z 43.00 63.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98440: Pivalic acid, 6-chlorohexyl ester
57.0
103.0
5000 = N
12.00 12.50
L m/z 102.95 52.09%
29.0
O \\\‘\‘\‘\\"“\\\Hh‘\‘\‘\8\]‘-”\\\\‘}\\\“}}\3\3\.‘0\\\]\.‘65.\0\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5097: 2-Oxazolidinethione
108.0 ﬁ/k‘
NN U A N S W
41.0 12.00 12.50
5000 ITI/Z 41.05 50.90%
73.0
0 H“‘WHJMu‘W“du‘“‘MM“_““H“‘H““H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65359: Ethyl 3,3-diethoxypropionate T r—r=
103.0 12.00 12.50
m/z 39.00 32.38%
29.0
5000 145.0
71.0
bt et el e AL 189.0 s s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.183 4.93 ng/ul 256944  Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dioxane-2,5-dimethanol 148 C6H1204 014236-12-5 33
2 1,4-Dioxane-2,6-dimethanol 148 C6H1204 054120-69-3 33
3 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202 000598-98-1 11
4 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 10
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 10
Abundance Scan 1555 (12.183 min): BM034680.D\data.ms (-1550) (-  m/z 57.05 100.00%
57.0
5000 117.0 M
‘ 1200 1250
87.0 : :
oHH_‘Hw“m;”i“w‘“mJHw‘H‘mw_m_m_l?’ﬁ'? m/z 43.05 44.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26591: p-Dioxane-2,5-dimethanol
57.0
5000 31.0 117.0 R e
12.00 12.50
m/z 117.00 42.30%
O\\\‘\‘\‘ \\“\“\‘8\7‘\'\0\“\\\}“\\\\]‘-\4.\8\.0\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26594: 1,4-Dioxane-2,6-dimethanol
57.0
= resy
12.00 12.50
5000 310 m/z 45.05 38.10%
117.0
N0 T N Y-S
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #9330: Propanoic acid, 2,2-dimethyl-, methyl ester = s
57.0 12.00 12.50
m/z 73.00 26.01%
5000
29.0
‘ 85.0  116.0
L S R -
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown-06 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.383 9.70 ng/ul 505147 Naphthalene-d8 10.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 43
2 Propane, 2-(methylthio)- 90 C4H10S 001551-21-9 40
3 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 40
4 1-Hexene, 3-chloro- 118 C6H11C1 053101-38-5 37
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 32
Abundance Scan 1589 (12.383 min): BM034680.D\data.ms (-1583) (-  m/z 41.05 100.00%
410 671
90.0
5000
= .
16.0 12.00 12.50
h 1520 1929 o
0° el e e TS P m/z 67.10 85.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 [~ e
12.00 12.50
63.0 m/z 90.00 76.85%
39.0
O \‘\\\\‘\\\\““‘1\“\\"‘!\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2629:Pr0pane,2—0neththo}
41. 75.0
— T
12.00 12.50
5000 m/z 103.00 72.40%
15.0
0 el e e
miz--> 20 40 60 80 100 120 140 160 180 200 J\M
Abundance #2627. Propane, 2-(methylthio)- L -
41.0 75.0 12.00 12.50
m/z 75.00 57.05%
5000
15.0
owu‘wwm b et e e e e = e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.154 3.40 ng/ul 250202  Phenanthrene-di10 17.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2570 (18.153 min): BM034680.D\data.ms (-2565) (-  m/z 73.05 100.00%

1711 #5% 2564 18.00 18.50
o038 Ll ol LL bt 3, 4305 89.46%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CTT T
18.00 18.50
1710 213.0 256.0 m/z 60.00 83.99%
O\\\i“ ‘\“h““;““‘\w \““\ \‘\‘\“ \“\‘\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— o
18.00 18.50
5000 m/z 41.05 77.29%
129.0
3.0 213.0
171.0 ‘
o oo L b L
m/z--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid —T ——
18.00 18.50
m/z 55.05 76.75%
5000 256.0
129.0
3.0
‘ 171.0
0 w\\h“\ {‘H‘\‘H} ‘\\ ‘ ‘ ‘ m | ‘

T T
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.142 9.07 ng/ul 617127  Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 1-Tricosene 322 C23H46 018835-32-0 94

Abundance Scan 3078 (21.142 min): BM034680.D\data.ms (-3074) (- m/z 43.05 100.00%

43.4
97.0
5000
R T
‘ “ ‘ 53.1 21.00 21.50
oL A ALLAL IO T 2070 2650 356.04019 ./, 5795 99.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T ==
21.00 21.50
‘ m/z 55.10  98.36%
O T \“\‘ ‘\““ T ‘\‘ T \‘H“ ‘U‘ \‘L\ ‘h ]‘T“?Z.P\ ‘2\2\2\.(\)2‘6\6\-\0\ ‘ T T ‘ T ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
= =
21.00 21.50
5000 11.0 m/z 83.10 85.39%
350.0
ol Ll go7o_ aoso 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester —— ==
3.0 21.00 21.50
m/z 69.10 79.00%
7.0
5000
OJJMJ 20 220 N L N
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41422\
Data File : BM0@34680.D

Acqg On : 14 Apr 2022 22:50
Operator : CG/JU

Sample : N2316-08

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.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, 1-bromo- 4.672 3.6 ng/ul 135973 1 7.866 756087 20.0
Cyclobutane, 1,... 8.160 3.8 ng/ul 143479 1 7.866 756087 20.0
unknown-01 8.484 8.2 ng/ul 310190 1 7.866 756087 20.0
unknown-02 10.895 3.7 ng/ul 193625 2 10.672 1041520 20.0
unknown-03 11.219 2.4 ng/ul 126562 2 10.672 1041520 20.0
p-Dioxane-2,5-d... 11.630 10.2 ng/ul 530272 2 10.672 1041520 20.0
unknown-04 12.101 5.0 ng/ul 262411 2 10.672 1041520 20.0
unknown-05 12.183 4.9 ng/ul 256944 2 10.672 1041520 20.0
unknown-06 12.383 9.7 ng/ul 505147 2 10.672 1041520 20.0
n-Hexadecanoic ... 18.154 3.4 ng/ul 250202 4 17.254 1473680 20.0
1-Heneicosanol 21.142 9.1 ng/ul 617127 5 21.430 1360590 20.0
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