LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc :

ALS Vvial : 26 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-BM120722.M
Title : SVOA CALIBRATION

Signal : TIC: BM@38159.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 32 35 44 rVB 44813 67816 1.25% ©.087%
2 3.828 106 109 125 rBV 538004 903235 16.66% 1.159%
3 5.116 323 328 336 rVB2 19590 33621 0.62% 0.043%
4 5.351 364 368 376 rBV2 17122 33597 0.62% 0.043%
5 6.704 592 598 608 rVB 287743 445097 8.21% 0.571%
6 7.016 646 651 655 rBV3 23458 39276 0.72% 0.050%
7 7.198 676 682 693 rVB 950975 1491162 27.50% 1.913%
8 7.369 701 711 722 rVWW 678646 1068046 19.70% 1.370%
9 7.469 722 728 737 rVWV 225343 353987 6.53% 0.454%
10 7.569 737 745 752 rW 972893 1490760 27.49% 1.913%
11 8.039 818 825 832 rBV 787078 1197890 22.09% 1.537%
12 8.316 867 872 876 rVB 20616 32966 0.61% 0.042%
13 8.751 939 946 958 rVB 1151390 1818573 33.54%  2.333%
14 9.216 1018 1025 1035 rVV 880823 1460031 26.93% 1.873%
15 9.933 1140 1147 1158 rBV 761095 1258459 23.21% 1.615%

16 10.157 1175 1185 1194 rVV5 59856 144156  2.66%
17 10.475 1231 1239 1249 rBV 1296818 2095992 38.66%
18 10.857 1296 1304 1310 rBV 1091946 1797065 33.14%

P ONNO
w
[
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R

19 10.951 1316 1320 1321 rVV4 32017 42681 0.79% 055%
20 10.998 1321 1328 1342 rVB 658902 1182046 21.80% 517%
21 11.233 1361 1368 1376 rVv4 18301 38462 ©0.71% 0.049%
22 12.869 1642 1646 1651 rVv4 26995 42951 0.79% 0.055%
23 13.033 1670 1674 1681 rVB7 21061 35627 ©.66% 0.046%
24 13.427 1738 1741 1746 rVV5 23913 40118 0.74% 0.051%
25 13.474 1746 1749 1756 rVV3 17845 34305 0.63% 0.044%
26 13.551 1756 1762 1767 rVV3 82251 149054 2.75% 0.191%
27 13.621 1771 1774 1777 rVWV2 33743 50941 0.94% 0.065%
28 13.657 1777 1780 1784 rVWVW 66773 83903 1.55% ©.108%
29 13.986 1832 1836 1841 rVB3 50027 70653 1.30% 0.091%
30 14.080 1841 1852 1859 rBV 2054034 2840553 52.39%  3.645%

31 14.368 1894 1901 1908 rVB 2427085 3546907 65.41%
32 14.498 1918 1923 1928 rBV 91111 127488 2.35%
33 14.615 1938 1943 1946 rBV2 43723 59602 1.10%
34 14.668 1946 1952 1958 rVV 1692291 2372675 43.76%
35 14.727 1958 1962 1968 rVvv3 64857 124598 2.30%

OwWoo b
(]
N
o))
B

36 14.868 1979 1986 1990 rBV 939135 1359286 25.07% 1.744%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc :

ALS Vvial : 26 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-BM120722.M
Title : SVOA CALIBRATION
37 14.904 1990 1992 2001 rVV2 173164 255772  4.72% 0.328%
38 15.021 2008 2012 2016 rVvV2 40005 56781 1.05% ©0.073%
39 15.068 2016 2020 2025 rVV5 34794 65191 1.20% 0.084%
40 15.115 2025 2028 2033 rVB6 23728 33166 0.61% 0.043%
41 15.186 2035 2040 2045 rVB 25580 35214 0.65% 0.045%
42 15.568 2098 2105 2113 rBV2 134125 193484 3.57% 0.248%
43 15.657 2113 2120 2127 rVV 3306022 4484446 82.70% 5.754%
44 15.774 2135 2140 2149 rVV 856895 1135131 20.93% 1.456%
45 15.892 2156 2160 2165 rVB6 37735 64649 1.19% 0.083%
46 16.015 2177 2181 2188 rVB 81821 117018 2.16% 0.150%
47 16.098 2190 2195 2196 rBV2 44043 60652 1.12% ©.078%
48 16.221 2212 2216 2223 rVB2 103022 148172 2.73%  0.190%
49 16.298 2223 2229 2233 rBvV3 46645 76152 1.40% 0.098%
50 16.374 2233 2242 2246 rVBS 25285 68832 1.27% 0.088%
51 16.792 2309 2313 2318 rBV2 61261 97024 1.79% 0.124%
52 16.904 2326 2332 2339 rBv2 55656 91367 1.69% 0.117%
53 17.180 2376 2379 2383 rVV2 34224 49768 0.92% 0.064%
54 17.221 2383 2386 2391 rVB6 26525 42743 0.79%  ©0.055%
55 17.286 2393 2397 2399 rBV3 27946 36721 0.68% 0.047%
56 17.409 2412 2418 2427 rVV 2034996 2886483 53.23% 3.704%
57 17.503 2428 2434 2441 rVV 3279145 4623969 85.28% 5.933%
58 17.680 2460 2464 2470 rVB9 31977 50170 0.93% 0.064%
59 18.162 2542 2546 2552 rBV5 44324 79394 1.46% 0.102%
60 18.227 2553 2557 2562 rBV 74812 124048 2.29% 0.159%
61 18.286 2562 2567 2578 rVV 1412507 1914354 35.31%  2.456%
62 18.468 2595 2598 2603 rVB6 32376 44350 0.82% 0.057%
63 18.568 2611 2615 2621 rBV2 168475 223574 4.12% 0.287%
64 18.627 2622 2625 2633 rVB9 41222 65448 1.21% ©.084%
65 18.703 2634 2638 2643 rBvV2 118098 164958 3.04% 0.212%
66 18.974 2681 2684 2687 rVB5 29585 34881 0.64% 0.045%
67 19.009 2687 2690 2696 rVB4 33511 41634 0.77% ©0.053%
68 19.203 2720 2723 2728 rVB7 31976 45217 0.83% 0.058%
69 19.292 2736 2738 2743 rVB 32656 34754 0.64% 0.045%
70 19.356 2746 2749 2754 rVB3 53117 87474 1.61% 0.112%
71 19.409 2754 2758 2760 rBV2 146756 200498 3.70% 0.257%
72 19.439 2760 2763 2764 rBV2 85228 91400 1.69% 0.117%
73 19.550 2778 2782 2796 rBV 657187 980332 18.08% 1.258%
74 19.692 2802 2806 2814 rBV 195277 331246 6.11% 0.425%
75 19.792 2817 2823 2834 rVB 4233701 5422229 100.00% 6.957%

76 20.009 2856 2860 2864 rVB6 73399 121548 2.24% ©.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc :

ALS Vvial : 26 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-BM120722.M

Title : SVOA CALIBRATION

77 20.145 2881 2883 2892 rVB7 75631 111191 2.05% 0.143%
78 20.227 2894 2897 2900 rBV3 51832 68716 1.27% ©.088%
79 20.280 2903 2906 2909 rVvV2 119934 158972 2.93% 0.204%
80 20.321 2911 2913 2917 rVB5 112234 120667 2.23% 0.155%
81 20.650 2959 2969 2975 rBV7 422874 902661 16.65% 1.158%
82 20.756 2982 2987 2990 rBV2 307126 484098 8.93% 0.621%
83 20.809 2990 2996 2999 rVV3 160993 350523 6.46%  0.450%
84 20.844 2999 3002 3008 rVB4 262270 341110 6.29% 0.438%
85 20.974 3020 3024 3028 rBv4 140296 203087 3.75% 0.261%
86 21.133 3047 3051 3061 rVB2 632031 855248 15.77% 1.097%
87 21.262 3068 3073 3082 rVB2 1650066 2498561 46.08%  3.206%
88 21.450 3100 3105 3111 rBV2 1352415 1827367 33.70%  2.345%
89 21.574 3121 3126 3131 rVB 2191893 2902205 53.52% 3.724%
90 21.809 3163 3166 3176 rVB 285124 451785 8.33% 0.580%
91 22.168 3224 3227 3229 rBV2 214984 259948 4.79%  0.334%
92 22.197 3229 3232 3237 rVB 387503 504345 9.30% 0.647%
93 22.815 3335 3337 3342 rVB 237125 277119 5.11% 0.356%
94 23.233 3404 3408 3414 rBV 648367 948488 17.49% 1.217%
95 23.868 3509 3516 3524 rVB2 2183166 4207719 77.60% 5.399%
96 24.027 3537 3543 3557 rVB2 1155048 2383290 43.95% 3.058%
97 24.556 3629 3633 3637 rBvV2 322422 559406 10.32% 0.718%
98 24.609 3638 3642 3650 rVB 525667 1023935 18.88% 1.314%
99 24.709 3653 3659 3671 rVB 651874 1635732 30.17% 2.099%
100 28.538 4305 4310 4328 rVB5 737218 2246110 41.42% 2.882%

Sum of corrected areas: 77936106
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM038159.D\data.ms
4000000
3500000
3000000
2500000
2000000
1500000 10.475

8.751 10.857
7.1987.569 :
1000000 039 9216 9933 998

3.828 7.369

500000 6.704 4
o 3.393 5.11%351 | 7.016| ||} 8.316 0.157 10.981.233
L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T 1 1T ‘ T T T ’ T T T 7T ‘ T T 1T 7T ‘ T 1T T 7T ‘ T 1T T 7T ‘ T T T 7T ‘ T 1T ‘ T T 7T ‘ T T T ‘ T 1T ‘ T T 1T 7T ‘ T 1T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM038159.D\data.ms

19.y92
4000000

3500000 15.657 17.503
3000000
2500000 14.368
14.080 17.409
2000000

1500000

1000000

500000

12 BBO331EAARHEET 3.086 SLXE:

ISR A 23 ot
O o L L s e o e i e e e e e e L
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM038159.D\data.ms

51660682354 16.69MgyIME17.680 18816087

AW Sy
T T T

4000000
3500000
3000000 23.868
2500000
2000000

1500000

1000000

500000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
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\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 .alpha.-Pinene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.704  7.43 ng/ul 445097 1,4-Dichlorobenzene-d4  8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 Cleris 000080-56-8 95

2 .alpha.-Pinene

136 CloH16

3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleHl6

000080-56-8 95
004889-83-2 91
000508-32-7 91

5 .alpha.-Pinene 136 C10H16 000080-56-8 91
Abundance Scan 598 (6.704 min): BM038159.D\data.ms (-592) (-) m/z 93.10 100.00%
93.1
5000
T 640 6,60 6.0 700
136.1 : : : .
‘ H“ o L i 2090 281D sz 91,05 47.90%
miz--> 50 100 150 200 250
Abundance #18027: .alpha.-Pinene
93.0
5000 TI Tttt rorrrg
39.0 6.40 6.60 6.80 7.00
m/z 92.05 38.41%
‘ 136.0
T ‘ T “\ N N“ \‘H‘\ ‘!‘ \‘ “L‘\ ‘\‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
93.0
R R
6.40 6.60 6.80 7.00
5000 m/z 77.85  32.89%
41.0
136.0
— — — — —
miz--> 50 100 150 200 250
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- T T T
93.0 6.40 6.60 6.80 7.00
m/z 79.05 26.45%
5000
41.0 ‘ ‘
SIS L
mi/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 2 .beta.-Pinene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.469 5.91 ng/ul 353987 1,4-Dichlorobenzene-d4 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 91
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 91
3 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1lOH1l6 018172-67-3 91
4 .beta.-Pinene 136 C1OH16 000127-91-3 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 728 (7.469 min): BM038159.D\data.ms (-722) (-) m/z 93.05 100.00%

93.0
5000 41.0

SEUSE | U —
7.20 7.40 7.60 7.80
136.1 ,
- w2070 2820 L. 4165 43.10%

m/z--> 50 OO 150 200 250
Abundance #18023: .beta.-Pinene
93.0
41.0

5000 T
7.20 7.40 7.60 7.80

m/z 69.10 30.38%

L e
H\‘Mh‘\\\‘\“‘m”“\w‘H“HH“H‘
m/z--> 100 150 200 250
Abundance
93.0

7.20 7.40 7.60 7.80

5000 41.0 m/z 91.10 29.05%
136.0
—— — —
miz--> 50 100 150 200 250 0
Abundance #18260: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene R e
93.0 7.20 7.40 7.60 7.80

m/z 79.10  27.28%

5000 41
‘\ I h‘\ “ ‘ H il \‘ |

m/z--> 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.286  13.26 ng/ul 1914350  Phenanthrene-d10 17.409
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 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2567 (18.286 min): BM038159.D\data.ms (-2562) (- | m/z 43.10 100.00%
431
- e kAAN\NA\wv¥JV\A
3.0 2132 — S
H‘ ‘ 171.2 ‘ 2563 18.00 18.50
AT L L T 86y 7300 97.99%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 —— ——
129.0 18.00 18.50
3.0 213.0 m/z 60.00  95.24%
‘ H 171.0 ‘
\\\‘ ““H‘ \\M‘ al ‘\“‘ \‘\‘\"\\\\"\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance
73.0
— —
129.0 256.0 18.00 18.50
' m/z 41.05 76.48%
5000 213.0
29.0 171.0
L e e T B A O
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid = —F—
43.0 18.00 18.50
m/z 57.10 74.89%
5000 256.0
129.0
30 213.0
‘ ‘ 171.0
A T L RS L N—
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.550 6.76 ng/ul 980332  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2782 (19.550 min): BM038159.D\data.ms (-2778) (- | m/z 43.10 100.00%

43.1
5000 129.0
5.1 185.2 241.3 ‘19\50‘ \
284.3 .
o — Ml ‘ Lot ‘ b a0 AOLU Tz 73,00 87.21%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0

-

5000 1
19.50
m/z 60.00 80.42%

185.0 241.0

m/z--> 0 50 100 150 200 250 300 350 400
Abundance

43.0

o
19.50
5000 m/z 57.05 75.73%

129.0
85.0 284.0

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

N

Abundance #179091: Octadecanoic acid —— ‘
43.0 19.50
m/z 55.10 72.66%
5000 129.0
.0
T 185.0 44 02840
JH‘ T VSR —
m/z--> 0 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 wunknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

19.692 2.28 ng/ul 331246  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, 2-(4-methoxyphenyl)-N... 207 C12H17NO2 1000420-42-3 35
2 Ethylparaben 166 C9H1003 000120-47-8 30
3 1-(3-Furan-2-yl-acryloyl)pyrroli... 235 C12H13NO4 1000311-59-4 30
4 Ethylparaben 166 C9H1003 000120-47-8 30
5 6-Amino-4-hydroxy-1-(4-methoxybe... 247 C12H13N303 054052-74-3 27

Abundance Scan 2806 (19.692 min): BM038159.D\data.ms (-2802) (- | m/z 121.10 100.00%
121.1

21.
50001 430
167.1

H‘ H | H‘ H‘ 2472 19‘50 20.00
Wl b By
T T ‘ T

i ol L 01772923 5560 4z,
miz--> 50 100 150 200 250 300 350 400
Abundance  #83788: Acetamide, 2-(4-methoxyphenyl)-N-propyl-
121.0

b b ST 9901 4290 m/z 43.05  40.80%

5000 — —
19.50 20.00
m/z 41.10 39.61%
430 207.0 /
\\H‘\\““\‘\H‘\WL“‘\ \\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
121.0
— —
19.50 20.00
5000 m/z 139.00 34.04%
65.0 166.0
T I B 0 8 0 AR B
mlz--> 50 100 150 200 250 300 350 400
Abundance #117017: 1-(3-Furan-2-yl-acryloyl)pyrrolidine-2-carboxylic T T
121.0 19.50 20.00

m/z 81.05 33.67%

5000
65.0 191.0
i 236.0

T ‘
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.656  6.22 ng/ul 962661 Chrysene-di2 21.574

Hit# of 5 Tentative ID MW MolForm CASH# Qual

yophyllene oxide 220 C15H240 001139-30-6 47
-Oxatricyclo[3.2.1.0(2,4)]octan... 110 C7H100 003146-39-2 38
-Cyclooctadiene, 6-bromo- 186 C8H11Br 023359-89-9 35
-Octadiene, 2,7-dimethyl-3,6-... 162 C12H18 016714-60-6 25
,7-Octatriene, 2,7-dimethyl- 136 C1OH16 036638-38-7 25

VA wWwN R
PRPwWO
M
w\l-bo1

Abundance Scan 2969 (20.650 min): BM038159.D\data.ms (-2959) (- | m/z 81.05 100.00%

81.0
5000
133.1

257.3 — —
WML Lasaors, 50 25
0 w:'u‘“w .\mmw o813 4161 475 s 79.05  78.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99193: Caryophyllene oxide
41.0
5000 3.0 U L
20.50 21.00
m/z 55.05 67.05%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
81.0

7
20.50 21.00

5000 m/z 93.05 56.16%
27.0
R B e R R N AL R o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61447: 1,4-Cyclooctadiene, 6-bromo- 7 —
79.0 20.50 21.00

m/z 41.10 55.20%

1 MM

| 160.0

m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Methyl dehydroabietate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.756 3.34 ng/ul 484098  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 53
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 43
3 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 38
4 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 38
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 30

Abundance Scan 2987 (20.756 min): BM038159.D\data.ms (-2982) (- | m/z 239.20 100.00%

239.2
129.0
5000
57.1

H ‘ ’ 299.1 ‘ 20.50 21.00
oL b, ;\‘J‘mf!u‘h‘mll%ﬁ" i b 3091 430.2 489 h s 129,00 73.91%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #217665: Methyl dehydroabietate
230.0
5000 — s

20.50 21.00
m/z 57.10 34.03%

43.0 141.0 29‘9"0
| T P ] |
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
129.0

T T
20.50 21.00

5000 m/z 55.05 27.59%

57.0
2410 313.0 371.0
R A A e I LA RN R
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #217201: Adipic acid, 2-ethylhexyl isobutyl ester — ——
129.0 20.50 21.00

m/z 43.10 23.72%

5000
57.0 185.0

| h‘ “ b '\ ‘ 24‘1'0 299.0

T L
L L L L L L L L L L L B L T

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.809 2.42 ng/ul 350523  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .delta.8(14)-Isopimaric acid 302 C20H3002 000471-74-9 93
2 1-Hydroxy-6-(3-isopropenyl-cyclo... 222 C14H2202 1010189-14-9 38
3 Glycidic acid, trans-3-[4-methox... 208 C11H1204 1010132-04-6 38
4 2,6,6-Trimethylcyclohexa-1,4-die... 150 C10H140 162376-82-1 30
5 1-Methyl-1,2,3,4-tetrahydropyrro... 136 C8H12N2 1000305-37-9 30
Abundance Scan 2996 (20.809 min): BM038159.D\data.ms (-2990) (- | m/z 121.10 100.00%
121.1
43.0 287.1 T ]
| ﬂ&l - ‘ 4561 4164 475.1 20.50 21.00
Lk 238 L1, 8561 4161 4751 0 91 05 42.84%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #202339: .delta.8(14)-Isopimaric acid
121.0
5000 — ——
287.0 20.50 21.00
55.0 m/z 123.10 32.57%
T ‘\ ‘\h ‘\“\‘h Hll‘J ‘JMlA "\‘}‘?Z’“O\ T \\ ‘ L\ \‘\L TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
121.0
— ——
20.50 21.00
m/z 107.10 30.88%
50001 41 0 /
191.0
B B T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84547: Glycidic acid, trans-3-[4-methoxyphenyl]-, methy — ——
121.0 20.50 21.00
m/z 93.10 29.73%
5000
44.0
} ‘ H} 208.0
U P W POt - e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 (1S,4aR,5S,8aR)-1,4a-Dimeth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.845 2.35 ng/ul 341110 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C208H3002 002761-77-5 70
2 1-Naphthalenecarboxylic acid, de... 316 C21H3202 010178-35-5 50
3 1-Methyl-1-silabenzocyclobutene 134 C8H1esSi 160841-06-5 35
4 1H-Pyrrole, 1-(2-furanylmethyl)- 147 C9H9NO 001438-94-4 30
5 Cyclopropanecarboxaldehyde, meth... 82 C5H60 142423-24-3 22
Abundance Scan 3002 (20.844 min): BM038159.D\data.ms (-2999) (- | m/z 119.10 100.00%
119.1
41.1 175.2
5000
— —
355.1 417.2 20.50 21.00
: : m/z 79.05 99.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #202378: (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-methylene-5
119.0
175.0
5000{ 41-0 = ——
302.0 20.50 21.00
246.0 m/z 81.18  89.79%
. \“ Lw‘\ ‘h \h‘ H‘\ H“\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41.0
— —
20.50 21.00
5000 B o m/z 93.10 70.76%
241.0
316.0
R e o e B e  EEmmmmE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17489: 1-Methyl-1-silabenzocyclobutene — —
119.0 20.50 21.00
m/z 41.10 69.96%
5000
43.0
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Isopimaric acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.133 5.89 ng/ul 855248  Chrysene-di2 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopimaric acid 302 C20H3002 005835-26-7 99
2 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 70
3 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 50
4 Podocarp-7-en-3.beta.-o0l, 13.bet... 288 C20H320 004752-56-1 43
5 (1S,4aR,55,8aR)-1,4a-Dimethyl-6-... 382 C20H3002 002761-77-5 42

Abundance Scan 3051 (21.133 min): BM038159.D\data.ms (-3047) (- | m/z 105.10 100.00%

105.1
41.0 241.2
5000
2.3

i
\‘ | 21.00 21.50
‘H‘ww‘u 369.2431.0490.0549. 1/ 91.10  79.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202328: Isopimaric acid
1050 241.0
302.0

5000 — —
4L 21.00 21.50
73.0 m/z 119.05 72.63%
‘ T \“\ \\L"U\‘\ \M\” -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
91.0 241.0
—— —
21.00 21.50
5000 m/z 79.10 67.28%

159.0
316.0
R R R R EE AR R RN R N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #220129: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3 — ——
241.0 21.00 21.50

m/z 241.20  65.59%

5000 105.0
‘ 173 316.0
‘ H H‘ HJH MHHJI ”I‘u H‘ —— =l

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Dehydroabietic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.262 17.22 ng/ul 2498560  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 92
2 1-Docosene 308 C22H44 001599-67-3 70
3 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 70
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70

5 Trimethylsilyl 2-amino-4-nitrobe... 254 C10H14N204Si  1000473-63-5 56

Abundance Scan 3073 (21.262 min): BM038159.D\data.ms (-3068) (- | m/z 43.10 100.00%

431
239.2
5000

e
300.3 21.00 21.50
mhﬁﬂM

_HWM\HWm,W‘mH_%9?_1‘4?9-9‘”54?;: m/z 57.10  99.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199993: Dehydroabietic acid
239.0

5000 e ik
141.0
430 21.00 21.50

300.0
J“““‘“Wh‘hll ’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

‘ m/z 55.10  87.33%
1
21.00 21.50

o

5000 ITI/Z 83.10 71.76%
125.0
308.0
A o o N 8 N AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140821: 13-Tetradecen-1-ol acetate = —
43.0 21.00 21.50

m/z 97.10 62.07%

U1 1sa0me0 VJL\M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 12 unknown-04 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

21.450  12.59 ng/ul 18273760  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hydroxy-6-(3-isopropenyl-cyclo... 222 C14H2202 1010189-14-9 38
2 N-Fluoro-2,4,6-trimethylpyridini... 289 C9H11F4NO3S 107264-00-6 35
3 1-Bromo-3,3,3-trifluoroacetone 190 C3H2BrF30 000431-35-6 35
4 2-Propenamide, N-[(2-fluoropheny... 363 C18H18FN0O4S 1000351-68-3 35
5 2-Hydroxyethyl p-hydroxybenzoate 182 C9H1e04 002496-90-4 35
Abundance Scan 3105 (21.450 min): BM038159.D\data.ms (-3100) (- | m/z 121.10 100.00%

121.1
5000 41.1 JL
e
207.1 21.50
274.3

ol ‘ L M*“‘*m Wl*" ‘U‘ bt 3391 41704761 549, ;41,19 37.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101769: 1-Hydroxy-6-(3-isopropenyl-cycloprop-1-enyl)-¢
121.0

?

5000 41.0 T

21.50
I J‘ | ‘1“ |

m/z 139.05 33.47%

| l L 191.0
‘\\\\‘\\”\\‘l\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
121.0
S
21.50
5000 ITI/Z 81.10 33.04%
39.0 189.0 269.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64936: 1-Bromo-3,3,3-trifluoroacetone —
121.0 21.50
m/z 55.05 32.82%
5000
42.0
\‘ ‘ " ‘ all 190 0
R e e R AR RRE R B Fer
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 13 1-Naphthalenecarboxylic aci... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.809 3.11 ng/ul 451785  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenecarboxylic acid, de... 322 C20H3403 1000504-01-0 87
2 Diglycolic acid, di(3-methylphen... 314 C18H1805 1000382-10-8 25
3 4-Methoxy-.alpha.-toluenethiol 154 C8H1e0S 006258-60-2 25
4 3,4'-Dihydroxypropiophenone 166 C9H1003 053170-93-7 25
5 Pyridine, 2,4,6-trimethyl- 121 C8H11N 000108-75-8 25

Abundance Scan 3166 (21.809 min): BM038159.D\data.ms (-3163) (- | m/z 121.10 100.00%
121.1

5000

11
L3591 43124011 | cs 19 33.13%
miz—> 0 50 100 150 200 250 300 350 400 450 500

L R et e s
H \\ “ AM”} ‘Hh hll MH I 1\2\2\\ \2\76'3 21.50 2200
R R L S R e R
Abundance #227142: 1-Naphthalenecarboxylic acid, decahydro-5-(5-
121.0

g

5000 — —
21.50 22.00

276.0 m/z 81.18  31.59%

ll mhh12°7°

“L“J d | L

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

-

Abundance
121.0
\
21.50 22.00
5000 ITI/Z 139.05 27 .49%
179.0
65.0 314.0
R R A N B R o e S
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31939: 4-Methoxy-.alpha.-toluenethiol T D
121.0 21.50 22.00
m/z 43.05 25.90%
51.0
S .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 14 1-Heneicosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.197 3.48 ng/ul 504345  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heptacosanol 396 C27H560 002004-39-9 83
4 Nonacos-1-ene 406 C29H58 018835-35-3 78
5 1-Hexacosene 364 C26H52 018835-33-1 78

Abundance Scan 3232 (22.197 min): BM038159.D\data.ms (-3229) (- | m/z 83.10 100.00%

83.1
5000

——
{ # 207.1 3011 22.00 22.50
NI o 415247515352 "o 10 gs sy

e AR b e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0

o

5000 — —
22.00 22.50
125.0 m/z 97.10 90.24%
\h\\ \} 1\ ‘\ I .1960 266.0
‘\\\\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T —
22.00 22.50
5000 ITI/Z 69.10 79.45%
125.0
195.0 308.0
R LA RE R e A RRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T —
57.0 22.00 22.50

m/z 43.10 76.77%

5000
125.0

I 1], 195.0 264.0 378.0

‘\\\\"\\l \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM122022\

BM@38159.D

: 21 Dec 2022 06:43
: CG/IU
: N6008-12

. 26

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 15 Squalene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
22.815 2.33 ng/ul 277119  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 83
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 Squalene 410 C30H50 000111-02-4 80
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72

Abundance Scan 3337 (22.815 min): BM038159.D\data.ms (-3335) (- | m/z 69.10 100.00%
69.1
w0 /wfwM/Vx/kA~ﬁm}\A
137.1 22:50 23.00
kil M Lly, 2081 2811 3561 4621 549 g1 16 se.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 — ——
22.50 23.00
m/z 41.10 28.76%
137.0
L] 2030 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
P e
22.50 23.00
5000 m/z 95.10 15.78%
137.0
203.0 273.0 341.0 410.0
T T T T F T T e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, — —
69.0 22.50 23.00
m/z 68.10 14.71%
5000
‘ ‘ 36.0
i M‘w‘ﬂwlg‘u?ﬂ??‘_H?’}?“?‘??“‘RHWm_m_ I
m/z--> 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_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.233 7.96 ng/ul 948488  Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3408 (23.233 min): BM038159.D\data.ms (-3404) (- | m/z 57.10 100.00%

57.1
5000

8771 2001 2811 23.00 23.50
ol \_wm Pl 418247625350 n/z 43.10  67.07%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000 S _——
23.00 23.50

m/z 71.10 62.25%

196.0
TT ‘\!\\\‘ﬂ\l‘\‘\\“\\\\‘\\\\‘\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

23.00 23.50
5000 m/z 85.10 44.94%
154.0
211.0 281.0
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T =

57.0 23.00 23.50

m/z 55.05 23.87%

enen b

|| 70 | 197.0 267.0  367.0

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\

Data File : BM
Acqg On 21
Operator : CG
Sample : N6
Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

Library Search Compound Report

©38159.D

Dec 2022 06:43
/3U

008-12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Nonacosan-10-one Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
24.556 4.69 ng/ul 559406  Perylene-d12 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-one 422 C29H580 000504-56-3 96
2 10-Nonadecanone 282 C19H380 000504-57-4 52
3 N-(1H-Tetrazol-5-yl)decanamide 239 C11H21N50 186302-24-9 46
4 10-Nonadecanone 282 C19H380 000504-57-4 38
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 30

Abundance Scan 3633 (24.556 min): BM038159.D\data.ms (-3629) (- | m/z 43.10 100.00%

43.1
155.2
5000
295.3 — ‘
H - 24.50
SEELI "'m 1. HH?W ik 300:4 43024912849 s 71 10 90.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314322: Nonacosan-10-one
71.0
155.0
295.0
5000 = :

24.50
m/z 57.10 80.47%

‘mmu\.\\‘ 60 | 4220

i \
‘\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T I
155.0 24.50
5000 m/z 58.10 60.45%

239.0

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

%

Abundance #121888: N-(1H-Tetrazol-5-yl)decanamide
155.0 24.50
m/z 155.15 58.12%
43.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 18 Dotriacontane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.609 8.59 ng/ul 1023940  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
2 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 86
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 3642 (24.609 min): BM038159.D\data.ms (-3638) (- | m/z 57.10 100.00%
57.1
- MJ\L
—— —
‘ I \F 16912252 300, ‘ 24.50 25.00
obrrd bbb £ 2702252 3094 403.0460.9 S35. /7 43.10  67.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 e —
24.50 25.00
m/z 71.10 58.30%
N 1 | If | 10902250 29503510 4490
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T =
24.50 25.00
5000 m/z 85.10 49.16%
113.0
169.0225 0281.0337.0393.0
T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- T T
57.0 24.50 25.00
m/z 55.10 21.62%
h MV\L
Dm0 909060 -
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 19 unknown-@5 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.709 13.73 ng/ul 1635730  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosyl trifluoroacetate 464 C27H51F302 1000466-24-0 41
2 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 38
3 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 38
4 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 38
5 E-2-Octenyl tiglate 210 C13H2202 084271-97-6 38

Abundance Scan 3659 (24.709 min): BM038159.D\data.ms (-3653) (- | m/z 83.10 100.00%

83.1
5000

157.2 = =
24.50 25.00
M’ 2902 2973

401.1 475.1 5
H‘w‘mlguuWm,uH‘m‘,‘m_m_Mwwww m/z 57.10  85.46%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330081: Pentacosy! trifluoroacetate
57.0

5000 == —=
24.50 25.00

m/z 97.10  78.24%

0L, 196.0258,0322.0 3950
\\\\‘\\H‘H\\‘\H\\\H‘\H\’\\H‘H\\‘\H\‘H\\‘\H\‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T T
24.50 25.00

o

5000 m/z 43.10 68.87%
125.0
195.0 264.0 336.0 482.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate —— —
57.0 24.50 25.00

m/z 55.10 64.48%

‘ | l [y 195 0264.0 334.0 448.0 594.(

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 20 unknown-06 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
28.538  18.85 ng/ul 2246110 Peryleme-diz2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A’-neogammacer-9(1... 440 C31H520 004555-56-0 49

2 Benzamide, 2,4,6-tris(1,1-dimeth... 393 C27H39NO 016420-52-3 22
3 Pyrido[1,2-a]benzimidazole-4-car... 241 C13H8CIN3 121105-78-0 15
4 3,4-Dihydro-3,3-dimethyl-1,9(2H,... 241 C15H15N02 1010212-95-2 15
5 4-Methoxy-N-[2-(2-methyl-5-trifl... 392 C20H19F3N203 1010275-57-9 14
Abundance Scan 4310 (28.538 min): BM038159.D\data.ms (-4305) (- | m/z 241.20 100.00%
241.2
95.1 425.5
5000
9.1
=71 \
28.50
56.2
b 02115042 073 30 87.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 —T ‘/(
28.50
“ } 89.0 m/z 207.10  67.70%
AN AAHIAARA A WA AAA AN
‘ TTTT ’ TTTT \ \Hl M“Hl““\mmm‘ T ‘“\‘\\\ ‘ T \\3\5‘5\\0\\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
273.0
N \
28.50
5000 ITI z 95.10 67.64%
57.0 393.0
121.0 215.0
R R e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124691: Pyrido[1,2-a]benzimidazole-4-carbonitrile, 1-ch
241.0 2850
m/z 425.50 63.86%
5000
102.0 179%
B DT N PO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38159.D

Acqg On : 21 Dec 2022 06:43
Operator : CG/JU

Sample : N6008-12

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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|
.alpha.-Pinene 6.704 7.4 ng/ul 445097 1 8.039 1197890 20.0
.beta.-Pinene 7.469 5.9 ng/ul 353987 1 8.039 1197890 20.0
n-Hexadecanoic ... 18.286 13.3 ng/ul 1914350 4 17.409 2886480 20.0
Octadecanoic acid 19.550 6.8 ng/ul 980332 5 21.574 2902210 20.0
unknown-01 19.692 2.3 ng/ul 331246 5 21.574 2902210 20.0
unknown-02 20.650 6.2 ng/ul 902661 5 21.574 2902210 20.0
Methyl dehydroa... 20.756 3.3 ng/ul 484098 5 21.574 2902210 20.0
unknown-03 20.809 2.4 ng/ul 350523 5 21.574 2902210 20.0
(1S,4aR,55,8aR)... 20.845 2.4 ng/ul 341110 5 21.574 2902210 20.0
Isopimaric acid 21.133 5.9 ng/ul 855248 5 21.574 2902210 20.0
Dehydroabietic ... 21.262 17.2 ng/ul 2498560 5 21.574 2902210 20.0
unknown-04 21.450 12.6 ng/ul 1827370 5 21.574 2902210 20.0
1-Naphthaleneca... 21.809 3.1 ng/ul 451785 5 21.574 2902210 20.0
1-Heneicosanol 22.197 3.5 ng/ul 504345 5 21.574 2902210 20.0
Squalene 22.815 2.3 ng/ul 277119 6 24.027 2383290 20.0
(DEL) Alkane: S... 23.233 8.0 ng/ul 948488 6 24.027 2383290 20.0
Nonacosan-10-one 24.556 4.7 ng/ul 559406 6 24.027 2383290 20.0
Dotriacontane, ... 24.609 8.6 ng/ul 1023940 6 24.027 2383290 20.0
unknown-05 24.709 13.7 ng/ul 1635730 6 24.027 2383290 20.0
unknown-06 28.538 18.9 ng/ul 2246110 6 24.027 2383290 20.0
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