LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc :

ALS Vvial : 28 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-BP©51322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10380.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.311 34 38 41 rBV3 24514 33309 0.32% 0.048%
2 3.340 41 43 48 rVB 28292 38187 0.37% 0.055%
3 3.628 89 92 102 rVB 18164 33219 0.32% 0.048%
4 3,770 113 116 133 rBV 145891 316315 3.04% 0.457%
5 4.087 167 170 172 rBV3 8962 10801 0.10% 0.016%
6 4.423 223 227 232 rBV 12431 18671 0.18% 0.027%
7 4.540 236 247 255 rW 59473 197294 1.89% 0.285%
8 4.617 255 260 270 rVB2 60447 116015 1.11% 0.168%
9 5.011 322 327 333 rVB6 5661 11913 0.11% 0.017%
10 5.946 480 486 491 rBV 19887 31878 0.31% 0.046%
11 7.064 670 676 689 rBv2 145432 284416 2.73% 0.411%
12 7.228 695 704 713 rBV 591338 982455 9.43% 1.419%
13 7.299 713 716 724 rVB 25560 45070 0.43% 0.065%
14 7.428 731 738 751 rBV 603479 1029988 9.88% 1.488%
15 7.528 751 755 761 rVB7 6690 10786 0.10% 0.016%
16 7.899 809 818 825 rBV 548147 930191 8.93% 1.344%
17 7.964 825 829 838 rVB 48030 83986 ©0.81% 0.121%
18 8.605 925 938 951 rBV 406311 869473  8.34%  1.256%
19 8.722 956 958 965 rVB8 7947 13186 0.13% 0.019%
20 9.058 1001 1015 1028 rBV 785369 1402873 13.46% 2.026%
21 9.381 1062 1070 1076 rBVS5 12072 30995 0.30% 0.045%
22 9.499 1085 1090 1096 rVB5 8528 13744 0.13% 0.020%
23 9.781 1126 1138 1156 rBV 642333 1108749 10.64% 1.601%
24 10.158 1197 1202 1207 rBV4 7189 13018 ©0.12% 0.019%
25 10.228 1209 1214 1221 rVW5 16715 34376 0.33% 0.050%

26 10.352 1224 1235 1253 rVW 576166 1589817 15.26%
27 10.699 1285 1294 1305 rBV 811520 1367565 13.12%
28 10.834 1308 1317 1328 rBV 740007 1362715 13.08%
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R

29 10.928 1331 1333 1340 rVBS8 9555 17613 0.17% 025%
30 11.552 1433 1439 1444 rBV 67011 95232 0.91% 138%
31 11.675 1444 1460 1478 rVV 2145565 6653723 63.85% 9.611%
32 11.957 1504 1508 1512 rBV3 12236 20627 0.20% 0.030%
33 12.193 1543 1548 1552 rBvV8 9425 16213 0.16% 0.023%
34 12.287 1559 1564 1567 rBV3 14505 25573 0.25% 0.037%
35 12.334 1567 1572 1583 rVB 228474 368937 3.54% ©.533%
36 12.834 1653 1657 1663 rVB8 6888 12641 0.12% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc :

ALS Vvial : 28 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-BP©51322.M
Title : SVOA CALIBRATION
37 12.899 1663 1668 1672 rBV6 8586 17286 0.17% 0.025%
38 13.363 1743 1747 1754 rVvB3 13101 23548 0.23% 0.034%
39 13.881 1829 1835 1839 rBv2 46142 71789 0.69% 0.104%
40 13.940 1839 1845 1857 rVB 1837357 2550617 24.48%  3.684%
41 14.222 1881 1893 1905 rBV 2028076 3106076 29.81% 4.486%
42 14.316 1906 1909 1916 rVB7 14233 23618 0.23% 0.034%
43 14.393 1919 1922 1926 rVV6 6577 11032 0.11% 0.016%
44 14.434 1926 1929 1933 rVV4 10500 16915 ©0.16% 0.024%
45 14.528 1936 1945 1953 rBV 1362941 2003367 19.23%  2.894%
46 14.610 1957 1959 1963 rVV4 13389 18365 0.18% 0.027%
47 14.657 1963 1967 1971 rVV3 28609 36815 ©.35% 0.053%
48 14.734 1975 1980 1992 rBvV2 85559 197032 1.89% 0.285%
49 14.875 2001 2004 2009 rBV6 8015 14674 0.14% 0.021%
50 14.951 2014 2017 2022 rVB6 13905 21581 0.21% 0.031%
51 15.122 2034 2046 2047 rBV3 74486 230491 2.21% 0.333%
52 15.522 2108 2114 2127 rVB 2703083 3823216 36.69% 5.522%
53 15.640 2129 2134 2137 rVWW 399796 659857 6.33% 0.953%
54 15.663 2137 2138 2149 rVV 365503 409955 3.93% 0.592%
55 15.763 2151 2155 2162 rVB2 34679 53790 0.52% 0.078%
56 15.863 2169 2172 2176 rBV6 13955 20751 0.20% ©0.030%
57 16.034 2197 2201 2206 rVB2 21649 30239 0.29% 0.044%
58 16.310 2244 2248 2253 rVB2 27834 39663 0.38% 0.057%
59 16.422 2264 2267 2271 rBV5 7050 11555 0.11% 0.017%
60 16.493 2275 2279 2283 rVB5 13271 18738 0.18% 0.027%
61 17.057 2369 2375 2376 rBV3 90749 144198 1.38% 0.208%
62 17.081 2376 2379 2386 rVB 146509 222824 2.14% 0.322%
63 17.281 2407 2413 2422 rVB 1681633 2407819 23.11% 3.478%
64 17.381 2424 2430 2440 rVV 2927843 4236710 40.66% 6.120%
65 17.510 2449 2452 2455 rBV 32866 40191 ©0.39% 0.058%
66 17.951 2522 2527 2533 rBV2 280909 374306 3.59% 0.541%

67 18.187 2560 2567 2574 rBV2 427403 996061 9.56%  1.439%
68 18.398 2595 2603 2623 rBV 6158914 10420109 100.00% 15.051%

69 19.398 2770 2773 2783 rVB3 82089 127232 1.22% 0.184%
70 19.616 2804 2810 2822 rVB 4031321 5194604 49.85% 7.503%
71 20.051 2882 2884 2888 rVB4 29439 32180 ©.31% 0.046%
72 20.139 2896 2899 2903 rVB2 121073 128090 1.23% 0.185%
73 20.622 2978 2981 2985 rVB 100953 110371 1.06% 0.159%
74 21.010 3045 3047 3053 rBV6 52890 67473 0.65% 0.097%
75 21.075 3054 3058 3068 rBV 646847 882003 8.46% 1.274%
76 21.363 3102 3107 3121 rBV 2088663 2839357 27.25% 4.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS Vvial : 28 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-BP©51322.M
Title : SVOA CALIBRATION

77 21.516 3129 3133 3138 rVB 203346 246927 2.37% 0.357%
78 21.980 3209 3212 3220 rVB2 226729 330157 3.17% 0.477%
79 22.486 3294 3298 3304 rVB 207866 300931 2.89% 0.435%
80 23.045 3390 3393 3400 rVB2 187190 287917 2.76%  0.416%
81 23.639 3486 3494 3500 rBV2 2244583 4650166 44.63% 6.717%

82 23.792 3513 3520 3530 rVB2 1256820 2590769 24.86% 3.742%

Sum of corrected areas: 69232929
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP010380.D\data.ms
6000000
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3000000
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000000 7278128 7899 9.058 0160834
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| 33UB.6287%.0874.4%807 5,011 5.946 7-(@%\2 528 7f\g64 f722 JL 9.98199 1m015é% }\1 928 11
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Time--> 350 4.00 450 5.00 5.50 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP010380.D\data.ms
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Abundance TIC: BP010380.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 Crotonic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.540 4.24 ng/ul 197294  1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotonic acid 86 C4H602 003724-65-0 96
2 Crotonic acid 86 C4H602 003724-65-0 95
3 Crotonic acid 86 C4H602 003724-65-0 91
4 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 90
5 Crotonic acid 86 C4H602 003724-65-0 90
Abundance Scan 247 (4.540 min): BP010380.D\data.ms (-236) (-) m/z 38.95 100.00%
39.0
o /M/K\/\
e R ARamma R
‘ |1 132.9 207.0 4.20 4.40 4.60 4.80
Ol dliid b 1252 1 2811 3869 42874907 n/; 41.05 87.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1853: Crotonic acid
39.0
5000 L L L L B L O
4.20 4.40 4.60 4.80
‘ m/z 85.95 84.54%
O‘\“\AL‘\‘MMJ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1849: Crotonic acid
86.0
e AAREARaEE
4.20 4.40 4.60 4.80
5000 m/z 68.00 45.48%
27.T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1856: Crotonic acid e
86.0 4.20 4.40 4.60 4.80
m/z 69.00 37.63%
5000
27. A
ol b e A 1L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP©10380.D

Acqg On : 17 May 2022 04:48

Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.M
: 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 Capro lactam Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.675 97.31 ng/ul 6653720  Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Caprolactam
2 Caprolactam
3 Caprolactam
4 1-Hexene

5 Caprolactam

113 C6H11NO
113 C6H11INO
113 C6H11NO
84 C6H12

113 C6H11NO

000105-60-2 91
000105-60-2 90
000105-60-2 64
000592-41-6 55
000105-60-2 52

Abundance Scan 1460 (11.675 min): BP010380.D\data.ms (-1444) (- m/z 55.00 100.00%

55.0 |
5000 113.0
— —
} 11.50 12.00
o ML L 207126713254 42874873505¢ 1/, " se 0p  75.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7824: Caprolactam
30.0
5000 —— ——
113.0 11.50 12.00
‘ m/z 42.10 53.67%
O‘\‘\‘““\M\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7825: Caprolactam
55.0
113.0 — —
11.50 12.00
5000 m/z 41.10 52.47%
O‘M‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7823: Caprolactam — —T—
30.0 11.50 12.00
m/z 113.00 50.01%
113.0
5000
0“M‘“‘h“HH“H“M“W“‘W“H"H“H“‘H“M“W‘ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 2-Butenoic acid, 2-propenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.334 5.40 ng/ul 368937 Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 50
2 Crotonic anhydride 154 C8H1003 000623-68-7 47
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 40
4 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
5 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39

Abundance Scan 1572 (12.334 min): BP010380.D\data.ms (-1567) (- m/z 69.00 100.00%
69.0

—

5000
— T
M " 1541 12.00 12.50
Obr L || 1541 2210 294835514183 4875548, /7 41 09 33.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000 — —
12.00 12.50
m/z 38.95 25.04%
Oh‘“Jl \‘\‘\]\-ﬁ\‘]-‘.\o\\z\]‘-(\)\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31847: Crotonic anhydride
69.0
=5 T
12.00 12.50
5000 ITI/Z 42.95 15.71%
0 \ 127.0
e T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny — —T
69.0 12.00 12.50
m/z 86.95 15.45%

5000

—

154.0
o_mul“‘ e e e e

P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 Hexathiane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.122 2.30 ng/ul 230491  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 56
5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9

Abundance Scan 2046 (15.122 min): BP010380.D\data.ms (-2034) (- m/z 63.90 100.00%

63.9
5000 191.8
= —
12‘7-8 | 15.00 15.50
Ok 2809 354.9 44748131 7 19189 51.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane
64.0 192.0
5000 —T ——
128.0 15.00 15.50
m/z 127.75 13.71%
0\\\‘\‘\\\“‘\\J\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0 T —
15.00 15.50
5000 ITI/Z 193.80 12.92%
128.0
oHw‘mhummu_m‘m‘,mwmwH,mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane P —
64.0 192.0 15.00 15.50
m/z 65.90 12.19%
5000 128.0 J\¢J/wN\VMMJ{¢
L S A S = =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.951 3.11 ng/ul 374306  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
4 (Z)-((2-Benzylideneheptyl)oxy)tr... 276 C17H280Si 1000495-65-9 51
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 42

Abundance Scan 2527 (17.951 min): BP010380.D\data.ms (-2522) (-  m/z 57.05 100.00%
!

204.9
5000
15.0 CoT T
I m } 276.1 354.9416.2474.9534.8 18.00
0brrrilfh ‘“Mw_mW_H e TS m/z 204.95  81.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 T
18.00
m/z 41.05 67.23%
‘ 35.0
ok ’J \‘Luhph‘th‘\ 276.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
A
18.00
5000 ITI/Z 55.00 64.94%
205.0
o“wmeMWquw“h‘VL?Z9R‘H‘_“W‘H‘_“W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- T
205.0 18.00
m/z 217.05 59.28%
57.0
5000
135.0
2[76.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 Dodecyl isobutyl carbonate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.186 8.27 ng/ul 996061  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 52
2 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 52
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 52
4 2- Bromopropionic acid, pentadec... 362 C18H35Bro02 1000292-44-2 46
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 45

Abundance Scan 2567 (18.187 min): BP010380.D\data.ms (-2560) (-  m/z 55.00 100.00%

55.0
5000
P e
28 9 245.2 18.00 18.50
0 H\wuwu 180 Ly 3551 44615030  m/z 57.10  68.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181675: Dodecyl isobutyl carbonate
57.0
5000 S —
18.00 18.50
m/z 43.05 58.68%
OIlJV‘[ T\m\+‘1\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199818: Isobutyl tridecyl carbonate
57.0
P e
18.00 18.50
5000 m/z 41.00 48.40%
e
owMu“J"‘HMw*m‘u_uwuu_u‘WHWHWH,HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143665: 1-Hexadecanol, 2-methyl- e —
57.0 18.00 18.50
m/z 56.00 38.27%
5000
LTS 200
0 pHM‘MHHMuanq‘H“H“_“W‘H“H“_“w“u“ e —
m/z--> 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\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.398 86.55 ng/ul 10420100 Phenanthrene-d1e 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 97
,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 74

,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 72
yanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64

Abundance Scan 2603 (18.398 min): BP010380.D\data.ms (-2595) (-  m/z 263.10 100.00%

268.1
5000
— —
14(° . \ 18.00 18.50
O bbbt BOPIL || 336.1400.8 47505833 /7 57.19  37.59%

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

Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
268.0

—

5000 \
18.00 18.50

57.0 m/z 278.10  21.43%

147.0
J\’ l\lh{ %5\\

‘\H\[\IH[\1!\‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

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

Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0

o

{%

“
18.00 18.50
5000 m/z 264.10  18.89%

57.0
147.0
’ L bl l\. 05 \0

It
e b e e

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

Abundance #170511: 5-(2,3-Difluorophenyl)-2-pyridinamine, TMS —
263.0 18.00 18.50

m/z 147.00  14.49%

o

I

5000

77.0

o150, | 1902050 |
X <2 S

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

—
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP051622\

Data File : BP©10380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.075  6.21 ng/ul 882003 Chryseme-diz2 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 CooHs2 018835-33-1 98

2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
4 1-Triacontanol 438 C30H620 000593-50-0 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 3058 (21.075 min): BP010380.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1

5000

—

21.00
281.0
0o H\mu“20‘719‘_m_34‘3"9‘434-‘97‘24-‘%5?5‘-‘3 m/z 43.10 84.15%

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

Abundance #273799: 1-Hexacosene
57.0

5000 — |
21.00
364.0 m/z 55.05 66.92%
’ 0 2780
O‘\\‘\‘\\\\‘\\\\‘Ji\h\}\h‘l\\\\‘\\\\‘11\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
21.00
5000 m/z 83.05 51.84%
o H}H'm ""\‘2‘5"8‘9‘_‘H_ww_m,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)- T
53.0 21.00
m/z 71.05 50.49%
oLl a0 !
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.980 2.33 ng/ul 330157 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tricosane 324 C23H48 000638-67-5 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90

Abundance Scan 3212 (21.980 min): BP010380.D\data.ms (-3209) (-  m/z 57.10 100.00%
57.1

200 w
22.00
ol LLHFELS 29702660 34274030 4890549 1/, 43.10  61.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 ]
22.00
m/z 71.05 58.53%
” ‘1670 197.0254.0
O\‘\\‘\11‘\“[\\4“\%\‘\‘[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
——
22.00
5000 ITI/Z 85.00 40.62%
1 324.0
‘f 197.0 267.0
oua_mh B Wi e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229645: Tricosane —
57.0 22.00
m/z 55.00 28.93%
- W
L11g278 570 an 0
0 H‘_mww‘Hﬂﬂmﬁq«um‘H‘w“u‘u“_‘u“u‘_“w‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.486 2.12 ng/ul 300931 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 4-Methylheneicosane 310 C22H46 025117-29-7 91
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 3298 (22.486 min): BP010380.D\data.ms (-3294) (- m/z 57.05 100.00%
57.0

207.0 52%6
127.1 U 267.0 :
0 ‘] H\‘ “F‘M‘H\m‘“‘fmm",‘3“‘1‘0"‘2‘“‘42‘9(?””5“2;‘(9“ m/z 43.10  70.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane
57.0
5000 T
22.50
m/z 71.05 63.43%
127.0
0 \“\\““\]\\"\I\‘\f‘\\il‘l\l\l\gz'\c\)\\‘H\3\]’-9\-\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
——
22.50
5000 ITI/Z 85.05 46.90%
154.0
A DY D1 N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212284: 4-Methylheneicosane —
57.0 22.50
m/z 55.05 28.48%
o wkw
267.0
L7 asne
T R e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.045 2.22 ng/ul 287917  Perylene-di2 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 98
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3393 (23.045 min): BP010380.D\data.ms (-3390) (- m/z 57.00 100.00%
57.0

5000

-

7.1 281.0 23.00
207.0
ol Ll u‘ﬁ%mww“HJW??‘7:9“"72‘9:?““9%‘1‘”_ m/z 43.10  70.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0
5000 — ‘
23.00
m/z 71.05 62.74%
|A[T[] pe70 3100
O‘HH‘\\‘\‘\’\I\‘\\‘A\‘\\I\l‘\‘\‘\‘\“\H\‘HH‘\\H‘\H\‘H\\‘HH‘\

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

-

Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
U \
23.00
5000 ITI/Z 85.05 46.90%
126.0 300.0
o bl L asre T aere
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane T ‘
57.0 23.00
m/z 55.05 26.53%
o “”VWWNwﬁwwﬂ“wmmmwwwwm
7.0
oollupgroasmo 20 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010380.D

Acqg On : 17 May 2022 04:48
Operator : CG/JU

Sample : N2831-06

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.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|
Crotonic acid 4.540 4.2 ng/ul 197294 1 7.899 930191 20.0
Capro lactam 11.675 97.3 ng/ul 6653720 2 10.699 1367570 20.0
2-Butenoic acid... 12.334 5.4 ng/ul 368937 2 10.699 1367570 20.0
Hexathiane 15.122 2.3 ng/ul 230491 3 14.528 2003370 20.0
7,9-Di-tert-but... 17.951 3.1 ng/ul 374306 4 17.281 2407820 20.0
Dodecyl isobuty... 18.186 8.3 ng/ul 996061 4 17.281 2407820 20.0
3,5-di-tert-But... 18.398 86.5 ng/ul 10420100 4 17.281 2407820 20.0
(DEL) Alkane: S... 21.075 6.2 ng/ul 882003 5 21.363 2839360 20.0
(DEL) Alkane: S... 21.980 2.3 ng/ul 330157 5 21.363 2839360 20.0
(DEL) Alkane: S... 22.486 2.1 ng/ul 300931 5 21.363 2839360 20.0
(DEL) Alkane: S... 23.045 2.2 ng/ul 287917 6 23.792 2590770 20.0
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