LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acqg On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc :

ALS Vvial : 21  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@12359.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.246 40 44 58 rVB 62054 100865 1.05% 0.098%
2 3.675 113 117 120 rBV 25319 32290 0.34% 0.031%
3 3.765 120 122 129 rW 18895 38363 0.40% 0.037%
4 3.775 129 134 141 rVV 116589 171886 1.79% 0.167%
5 3.846 143 146 149 rW 20945 28344 0.30% 0.027%
6 3.887 149 153 162 rWV 71179 118046 1.23% 0.114%
7 3.987 165 170 180 rVB 25643 43312 0.45% 0.042%
8 4.211 205 208 216 rVB4 12984 20660 0.22% 0.020%
9 4.364 230 234 240 rVB4 16950 26694 0.28% 0.026%
10 4.546 261 265 270 rBV5 17448 25932 0.27% 0.025%
11 4.922 321 329 338 rVWW2 133065 246422  2.57% 0.239%
12 5.017 341 345 353 rVB3 17846 28354 0.30% 0.027%
13 6.316 562 566 574 rVB 20267 35915 ©0.37% 0.035%
14 6.475 587 593 599 rVvB 56596 89236 ©0.93% 0.086%
15 6.781 639 645 652 rVB 192827 301424  3.14% 0.292%
16 6.975 670 678 694 rBV 1031437 1799639 18.77% 1.744%
17 7.140 700 706 718 rVW 948600 1556154 16.23% 1.508%
18 7.334 732 739 749 rBV 1098106 1794529 18.72% 1.739%
19 7.622 783 788 794 rBV2 10313 17674 0.18% 0.017%
20 7.805 811 819 828 rBV 1181849 1913994 19.96% 1.855%
21 8.016 851 855 860 rBv4 16923 22894 0.24% 0.022%
22 8.522 934 941 0955 rBV 801846 1378051 14.37% 1.336%
23 8.640 958 961 966 rVWW 24798 42279 0.44% 0.041%
24  8.975 1010 1018 1029 rBV 1131242 1930378 20.14% 1.871%
25 9.357 1077 1083 1089 rBvV 28970 46867 ©0.49%  0.045%

26 9.693 1131 1140 1162 rBV 900848 1648297 17.19%
27 10.234 1224 1232 1249 rVV 1392471 2455288 25.61%
28 10.404 1254 1261 1275 rVW5 26725 84886 0.89%

P WOoONER
(2
)
N
R

29 10.610 1287 1296 1314 rVB 1817986 3153185 32.89% 056%
30 10.757 1314 1321 1342 rBV 1091410 2060233 21.49% 997%
31 10.993 1355 1361 1370 rVB 8755 18609 ©.19% ©0.018%
32 11.463 1433 1441 1446 rBV 8881 20043 0.21% 0.019%
33 11.969 1521 1527 1533 rBV 70873 110865 1.16% ©.107%
34 12.028 1533 1537 1544 rVB8 11904 19650 ©0.20% ©0.019%
35 12.198 1561 1566 1573 rBV 26713 44031 0.46% 0.043%
36 12.275 1575 1579 1586 rVB2 12181 20195 0.21% ©0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acqg On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc :

ALS Vvial : 21  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 12.498 1611 1617 1625 rVB2 10876 18412 ©0.19% 0.018%
38 13.181 1725 1733 1736 rBv4 35504 61984 0.65% ©0.060%
39 13.269 1744 1748 1751 rBV 18339 28311 0.30% 0.027%
40 13.310 1751 1755 1764 rVV3 110232 189760 1.98% 0.184%
41 13.387 1764 1768 1773 rVB 65867 85370 0.89% ©0.083%
42 13.569 1794 1799 1803 rBV2 32190 48260 0.50% 0.047%
43 13.651 1808 1813 1819 rVB9 11079 23234 0.24% 0.023%
44 13.775 1828 1834 1841 rBv4 53133 116003 1.21% 0.112%
45 13.869 1841 1850 1864 rVV 2864615 4316307 45.02% 4.184%
46 13.981 1864 1869 1879 rwVv 374401 519277 5.42% 0.503%
47 14.151 1889 1898 1915 rVV 3394537 5237023 54.63% 5.076%
48 14.287 1915 1921 1926 rVV3 52279 85694 0.89% ©0.083%
49 14.345 1926 1931 1935 rV4 20592 45341 0.47% 0.044%
50 14.410 1938 1942 1944 rVV3 46988 75993 0.79% 0.074%
51 14.457 1944 1950 1956 rVV 3071635 4600896 47.99% 4.459%
52 14.516 1956 1960 1975 rVB2 118598 250942 2.62% 0.243%
53 14.675 1981 1987 2009 rBV 1008751 2002303 20.89% 1.941%
54 14.834 2009 2014 2018 rVW 160278 258195 2.69% 0.250%
55 14.887 2018 2023 2034 rVV 135320 265015 2.76% 0.257%
56 15.004 2038 2043 2051 rVV2 220420 310430 3.24% 0.301%
57 15.087 2055 2057 2061 rVV5 13742 20411 0.21% ©0.020%
58 15.251 2082 2085 2088 rVV3 11141 16423 0.17% 0.016%
59 15.451 2112 2119 2126 rBV 4438530 6646033 69.32% 6.442%
60 15.516 2126 2130 2136 rVB3 71047 108220 1.13% ©.105%
61 15.587 2136 2142 2154 rBV 1115624 1621844 16.92% 1.572%
62 15.692 2157 2160 2167 rVB3 26720 43906 0.46% 0.043%
63 15.757 2167 2171 2175 rBV 41044 56930 0.59% 0.055%
64 15.857 2186 2188 2195 rVB8 12325 18104 ©0.19% 0.018%
65 15.934 2196 2201 2206 rBV 90250 129414 1.35% 0.125%
66 16.034 2214 2218 2221 rBV5 10280 20213 0.21% 0.020%
67 16.075 2221 2225 2231 rVB 73106 100895 1.05% ©.098%
68 16.175 2237 2242 2249 rVB6 15816 40387 0.42% 0.039%
69 16.328 2261 2268 2279 rBV6 16485 49237 0.51% 0.048%
70 16.486 2290 2295 2300 rBV 24311 42257 0.44% 0.041%
71 16.616 2313 2317 2323 rBV7 12246 20635 0.22% 0.020%
72 16.757 2335 2341 2349 rBV 108999 169366 1.77% 0.164%
73 16.886 2358 2363 2369 rVB 110799 147518 1.54% 0.143%
74 17.116 2396 2402 2409 rBV8 23891 52416 ©.55% ©.051%
75 17.216 2410 2419 2425 rVV 3890222 5729704 59.77%  5.554%
76 17.257 2425 2426 2430 rVV 128313 134738 1.41% 0.131%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acqg On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc :

ALS Vvial : 21  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 17.316 2430 2436 2446 rVV2 4765635 6948764 72.48% 6.735%
78 17.416 2449 2453 2462 rVV2 105294 190280 1.98% 0.184%
79 17.498 2465 2467 2478 rVBS 11541 26438 0.28% 0.026%
80 17.886 2530 2533 2537 rVB2 26841 30307 ©0.32% 0.029%
81 17.992 2547 2551 2557 rBV3 27055 44759 0.47% 0.043%
82 18.045 2557 2560 2564 rBv2 33767 47518 0.50% 0.046%
83 18.104 2565 2570 2580 rBV2 440443 689414 7.19% 0.668%
84 18.275 2596 2599 2602 rBV2 22973 25110 ©0.26% ©0.024%
85 19.133 2741 2745 2750 rVB3 78706 110278 1.15% 0.107%
86 19.204 2753 2757 2758 rBV 108614 130561 1.36% 0.127%
87 19.233 2758 2762 2771 rVB 248840 395022 4.12% 0.383%
88 19.339 2776 2780 2791 rBV 280062 469760 4.90%  ©.455%
89 19.557 2811 2817 2830 rBV 6654052 9309612 97.11% 9.023%
90 20.557 2985 2987 2991 rVB2 88282 87599 0.91% 0.085%
91 21.022 3062 3066 3074 rVB2 415539 772412 8.06% 0.749%
92 21.310 3110 3115 3120 rBV 5266845 6717294 70.07% 6.511%
93 22.098 3246 3249 3250 rBV 249045 277352 2.89% 0.269%
94 22.369 3292 3295 3298 rBV3 293355 345120 3.60% ©0.335%
95 22.733 3352 3357 3364 rVB 1192075 1813860 18.92% 1.758%
96 22.804 3365 3369 3374 rVB 1018412 1492328 15.57% 1.446%
97 22.933 3387 3391 3398 rBV2 565809 1259279 13.14% 1.221%
98 23.368 3461 3465 3473 rVB 869074 1456027 15.19% 1.411%
99 23.551 3490 3496 3510 rVB2 4068075 9587048 100.00% 9.292%
100 23.710 3516 3523 3531 rVB2 2867736 5792062 60.42% 5.614%

Sum of corrected areas: 103171089
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 28 Oct 2022 00:40
: CG/JU
: N5144-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
BP012359.D

: 21 Sample Multiplier: 1

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

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012359.D\data.ms

10.610
10.234

7.805
6. 97§Z0334 8. 522 8.975 9693 0. 757
Jl\3:246 Emzmame 4987 6. 0675 [® 78 7.622|8.016 640 9.357 ﬂ 0.40: o 993 11.463

Time--> 3.00 350 4. 00 450 500 550 6.00 650 7. OO 750 8.00 850 9.00 950 10.00 1050 11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012359.D\data.ms
19.557

17.316
15.451

17.216

14.151
14.457

13.869

13.98

18.104
BT o mas2rs | 1N T

ol 1429688 985498 13§E§$§3uaa

Time--> 12,00 1250 1300 1350 14.00 1450 1500 1550 16.00 1650 17.00 1750 18.00 1850 19.00 1950 20.00
Abundance TIC: BP012359.D\data.ms

6000000 21.310

23.551

5000000

4000000 3.710

3000000

2000000 23.36

21.022
1000000
557
0 T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 2500 2550 26.00 26,50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
: 28 Oct 2022 ©00:40
: CG/JU

: N5144-04

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\

BP012359.D

: 21 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 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 2-Hexanol, 2-methyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
4.922 2.57 ng/ul 246422  1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53
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 50
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45

Abundance Scan 329 (4.922 min): BP012359.D\data.ms (-321) (-) m/z 43.00 100.00%
43.0
5000
101.0 e A RREE
4.60 4.80 5.00 5.20
ol b lig 1789 250.8 3551 429148905481 /7 58.95  63.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
5000 TT T T[T rrrrprrrig
4.60 4.80 5.00 5.20
m/z 101.00 22.75%
O‘\‘\“JLH‘[“‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R mama e e
4.60 4.80 5.00 5.20
5000 ITI z 57.95 16.79%
‘lOLO
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
‘10L0
o_M‘x_m,mwH‘ww_HmeH_m_m_m_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS Vial : 21  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 2 Camphene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.781 3.15 ng/ul 301424  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Camphene 136 C1oH16 000079-92-5 95
2 Camphene 136 C1oH16 000079-92-5 95
3 Camphene 136 C10H16 000079-92-5 91
4 Camphene 136 C10H16 000079-92-5 87
5 (+)-4-Carene 136 C1eH16 029050-33-7 74
Abundance Scan 645 (6.781 min): BP012359.D\data.ms (-639) (-) m/z 93.00 100.00%

3.

g

5000
R
H \ ‘} ” ‘ 280.9 6.40 6.60 6.80 7.00 7.20
b il hhLL1156.9 223.0200.9342.3 416.1474.7.540.3  1/7 121.10  60.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18003: Camphene
93.0
5000 /%/\\u‘uu‘uu,uu‘u
6.40 6.60 6.80 7.00 7.20
H m/z 91.00  37.75%
O‘\\l‘\f%“\}\‘\ J\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18001: Camphene
93.0
B Rk
6.40 6.60 6.80 7.00 7.20
5000! 2 m/z 79.00  35.08%
| )\!H I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18002: Camphene TR
93.0 6.40 6.60 6.80 7.00 7.20
m/z 107.05 28.07%
5000 J\
ol‘”H ‘MM\Wm_m‘w_m_wa‘mww_ A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS vial : 21

Quant Method :
Quant Title

TIC Library

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 3 (1S,5S)-4-Methylene-1-((R)-... Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
13.981 2.26 ng/ul 519277  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 (1S,55)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 95
2 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 81
3 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 76
4 (E)-.beta.-Farnesene 204 C15H24 018794-84-8 70
5 cis-.beta.-Farnesene 204 C15H24 028973-97-9 68

Abundance Scan 1869 (13.981 min): BP012359.D\data.ms (-1864) (-
69.0

m/z 69.05 100.00%

5000
161.1

l‘ﬁﬂ}”\ 266.8  355.7416.1474.5533.1 1490
L uu‘w‘u 12008 355.7416.1474.55331  m/z 93.05 58.12%
mizw> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #80355: (1S,5S)-4-Methylene-1-((R)-6-methylhept-5-en-2
69.0

%

o

%

5000
14.00

161.0 m/z 41.05 56.87%

TN J N

N
e e e e

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

Abundance #80363: (1S,5S)-4-Methylene-1-((R)-6-methylhept-5-en-2
69.0

o

:

14.00
5000 m/z 91.00 46.58%

133.0

«Mmﬂh MJ‘ 204.0

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

Abundance #80333: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0 14.00

m/z 77.00 31.81%

o

-

5000
161.0

A’hu”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS vial : 21

Quant Method :
Quant Title

TIC Library

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 4 n-Hexadecanoic acid Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
18.104 2.41 ng/ul 689414  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2570 (18.104 min): BP012359.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
2132 — —
m K 9 18.00 18.50
ol ﬂ*‘w“_ﬂmm 3258 Al4.T4752 549 n/z 60.00  85.42%

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —= —r—
129.0 18.00 18.50
m/z 43.05 76.50%
0 I ‘\ m J"u“un nl H'?ﬂb l
‘\\\[ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

(2]
Q
o

Abundance #143510: n-Hexadecanoic acid
\
18.00 18.50
5000 1290 m/Z 57 . 95 66 . 83°D
“ 213.0
0brrt ‘l‘““\w:wHm,mw‘um‘Hwawww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = T
43.0 18.00 18.50
m/z 55.05 62.71%
5000 256.0
129.0
ol e |l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
BP012359.D
: 28 Oct 2022 00:40

Operator : CG/JU

Sample
Misc

ALS vial : 21

Quant Method :

Quant Title

TIC Library

: N5144-04

Sample Multiplier: 1

: C:\DATABASE\NIST20.L

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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
21.022 2.30 ng/ul 772412  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93

Abundance Scan 3066 (21.022 min): BP012359.D\data.ms (-3062) (-
57.1

m/z 57.10 100.00%

%ﬁ

5000
1%51 21.00
207.0 :
obriid H‘“‘Hmm‘h‘ﬁ??f"f?’f‘%‘l”fﬁlel_?‘(’ﬁ?w m/z 55.00 88.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —— ‘
21.00
m/z 83.10 81.23%
O\\J\ ‘J\I\’\1“Eh\l\‘]\_\8%‘0\\\\‘2\\8\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0
LN
21.00
5000 ITI/Z 43.10 80.83%
125.0
3780
ol A4} 1 2020
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene 7
57.0 21.00
m/z 97.05 72.12%
5000
125.0
0 \‘\ ‘u‘ “ ‘1\1‘820 292.0 364.0
h _‘H“H‘_‘H"H‘_‘H“H‘_“W‘H‘_“W‘H“‘ ——
m/z--> 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\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS Vial : 21  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 6 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.733 6.26 ng/ul 1813860  Perylene-di12 23.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3,5-diisopropyl- 190 C14H22 015181-13-2 30
2 Piperidine, N-[3-methoxyphenyl]- 191 C12H17NO 032040-06-5 27
3 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 000528-63-2 27
4 2,3-Dimethoxyquinoxaline 190 C10H1eN202 006333-43-3 25
5 Benzene, 1,4-diethyl-2,3,5,6-tet... 190 C14H22 033962-13-9 25

Abundance Scan 3357 (22.733 min): BP012359.D\data.ms (-3352) (- m/z 175.05 100.00%

175.1
5000
91.0 ‘ \ 356.1 =1 T
2711 22.50 23.00
082 "! i b e b A290489.0547 ) 206,10 84.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64880: Benzene, 1-ethyl-3,5-diisopropyl-
175.0
5000 —— JUL
43.0 22.50 23.00
105.0 ITI/Z 190.05 81.84%
O\\‘\J‘“‘W“\M\‘l‘l\\m\”\”fﬂ[%\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65757: Piperidine, N-[3-methoxyphenyl]-
191.0
— =
22.50 23.00
5000 m/z 191.05 78.86%
41.0 135.0
50 100 150 200 250 300 350 400 450 500 550

m/z-->
Abundance #281364: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro- —— ——
206.0 22.50 23.00

m/z 145.00 51.69%

5000
77.0 138.0 372.0
“mehMmMAth‘ 287.0 ‘

7 — T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o

SFAM-EPA-BP102522.M Fri Oct 28 16:48:09 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS Vial : 21  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 7 Furan, 2,5-bis(3,4-dimethox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.804 5.15 ng/ul 1492330  Perylene-di12 23.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 102518-40-1 96
2 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 000528-63-2 95
3 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 102518-40-1 95
4 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 010569-12-7 87
5 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 000528-63-2 70

Abundance Scan 3369 (22.804 min): BP012359.D\data.ms (-3365) (- m/z 206.10 100.00%

20p.1
5000
— AL
770 1373(ﬂ Jarq 3721 22.50 23.00
Obrrripok bbbl L L 287 174314 s192 o101 05 76.60%

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

Abundance #281352: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro-
206.0

%

5000 = e

22.50 23.00

o 138.0 372.0 m/z 175.16  67.96%
QUL 2o

\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281364: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro-
206.0

O

a

\
22.50 23.00
5000 m/z 160.10  17.13%

77.0 138.0 372.0
hmnhhthNH 287.0

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

Abundance #281353: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro-
206.0 22.50 23.00

m/z 165.00  15.51%

o

-

5000

372.0

287.0
owHﬂH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS Vial : 21  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 8 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.933 4.35 ng/ul 1259280  Perylene-di12 23.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzodioxole, 5,5'-(tetrahyd... 340 C20H2005 000528-64-3 46
2 4,7-Dimethoxy-2-methyl-1H-indene 190 C12H1402 1000188-03-2 38
3 Benzene, 1,4-diethyl-2,3,5,6-tet... 190 C14H22 033962-13-9 38
4 1H-Pyrrolo[3,2-b]pyridine, TMS 190 C1OH14N2Si 1000504-23-2 38
5 4-Amino-N-ethylphthalimide 190 C10H10N202 055080-55-2 30

Abundance Scan 3391 (22.933 min): BP012359.D\data.ms (-3387) (- m/z 175.05 100.00%

1751
5000 ]L
14170 356.1

| A,MLNU.MJ\J Hﬂ. 2T a1a34761 sa8 L 1gg o8 og 67y

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248445: 1,3-Benzodioxole, 5,5'-(tetrahydro-3,4-dimethyl A
190.0

5000 T
23.00

117. m/z 145.00 74.16%

340.0
i M 255.0 ‘
\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64605: 4,7-Dimethoxy-2-methyl-1H-indene
190.0
O

o

o

23.00
5000 ITI/Z 191.00 60.35%
115.0
0 ‘uuf“w‘w“““h\“Jd‘lm L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64899: Benzene, 1,4-diethyl-2,3,5,6-tetramethyl- —
175.0 23.00
m/z 206.10 60.17%
5000
0 41‘0 1040
P A A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP102522.M Fri Oct 28 16:48:11 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acq On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS Vial : 21  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 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.369 5.03 ng/ul 1456030  Perylene-d12 23.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Amino-3-cyano-5,6-dimethyl-iso... 205 C10H11N302 1000296-74-9 43
2 2-Acetyl-5-nitrobenzo[b]furan 205 C1OH7NO4 023136-39-2 30
3 Methyl 2-chloro-5-nitrothiophene... 221 C6H4CI1NO4S 1000436-96-2 30
4 1,3-Benzodioxole, 5,5'-(tetrahyd... 340 C20H2005 000528-64-3 27
5 1-naphthalenol, 2-(methylthio)- 190 C11H100S 1000400-21-9 25

Abundance Scan 3465 (23.368 min): BP012359.D\data.ms (-3461) (- m/z 190.05 100.00%

19p.1
5000
386.1
. 23.00 23.50
: 5
53, ‘ \ 301.1
0 wi}*ﬂ“‘n\ Lt F e #62:0 5351 /7 205,10 66.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81106: 2-Amino-3-cyano-5,6-dimethyl-isonicotinic acid n

-

190.0
5000 — —
23.00 23.50
m/z 236.10  62.25%
O 420 10J5;0 ‘L 1‘\ |
‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81171: 2-Acetyl-5-nitrobenzol[b]furan
190.0
= T
430 23.00 23.50 ;
5000 m/z 221.10 58.847%
16.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #100515: Methyl 2-chloro-5-nitrothiophene-3-carboxylate — —
190.0 23.00 23.50

m/z 145.00  53.12%

5000

15.0 81.0

=

0 ‘lilHAM.h\L \ ’

. T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12359.D

Acqg On : 28 Oct 2022 00:40
Operator : CG/JU

Sample : N5144-04

Misc

ALS vial : 21 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|
2-Hexanol, 2-me... 4.922 2.6 ng/ul 246422 1 7.805 1913990 20.0
Camphene 6.781 3.1 ng/ul 301424 1 7.805 1913990 20.0
(1S,5S5)-4-Methy... 13.981 2.3 ng/ul 519277 3 14.457 4600900 20.0
n-Hexadecanoic ... 18.104 2.4 ng/ul 689414 4 17.216 5729700 20.0
(DEL) Alkane: S... 21.022 2.3 ng/ul 772412 5 21.310 6717290 20.0
unknown-01 22.733 6.3 ng/ul 1813860 6 23.710 5792060 20.0
Furan, 2,5-bis(... 22.804 5.2 ng/ul 1492330 6 23.710 5792060 20.0
unknown-02 22.933 4.3 ng/ul 1259280 6 23.710 5792060 20.0
unknown-03 23.369 5.0 ng/ul 1456030 6 23.710 5792060 20.0
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