LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017107.D

Acqg On : 27 Oct 2021 01:33 Instrument :
Operator : CG/JU BNA_N

Sample : M4319-06 ClientSampleld :
Misc : P043-TW001-01

ALS Vvial : 23  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_ N\Methods\SFAM-EPA-BN102621.M
Title : SVOA CALIBRATION

Signal : TIC: BN@17107.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 6 9 11 rBV2 15317 18373 0.15% 0.018%
2 3.070 11 14 24 rVB2 39801 66796 0.55% 0.064%
3 3.464 78 81 100 rVB 145747 259838 2.12% 0.249%
4 3.693 115 120 128 rVB 47686 76608 0.63% 0.073%
5 3.781 132 135 142 rVB 21557 30025 0.25% 0.029%
6 3.887 150 153 159 rVB5 17624 23195 0.19% 0.022%
7 5.952 499 504 510 rVB2 15637 21614 0.18% 0.021%
8 6.722 629 635 642 rBV 292307 457617 3.74% 0.439%
9 6.887 656 663 672 rBV 1104468 1732565 14.16% 1.661%
10 7.069 687 694 705 rBV 1139370 1731049 14.15% 1.659%
11  7.169 706 711 721 rVB7 10179 22964 0.19% 0.022%
12 7.534 766 773 782 rBV 1108115 1673940 13.68% 1.604%
13 7.769 808 813 818 rBV3 9838 16801 0.14% 0.016%
14 8.252 884 895 907 rBV 863284 1388830 11.35% 1.331%
15 8.687 961 969 981 rBV 1369795 2153844 17.60% 2.064%

16 9.404 1084 1091 1106 rBV 1093679 1776844 14.52%
17 9.934 1174 1181 1193 rBV 1564021 2581557 21.10%
18 10.104 1204 1210 1226 rBV 421885 685631 5.60%

NNONER
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R

19 10.310 1237 1245 1253 rBV 1622358 2676141 21.87% 565%
20 10.457 1262 1270 1285 rBV 1339909 2310008 18.88% 214%
21 11.910 1512 1517 1524 rVB2 31801 51462 ©0.42% 0.049%
22 12.798 1662 1668 1675 rBV3 11625 17587 0.14% 0.017%
23 13.104 1713 1720 1725 rBV 431579 642420 5.25% 0.616%
24 13.616 1800 1807 1815 rBV 3348759 4767033 38.96% 4.569%
25 13.875 1844 1851 1867 rBV 3910505 5725965 46.79% 5.488%
26 14.187 1896 1904 1913 rBV 2713286 3874139 31.66% 3.713%
27 14.410 1936 1942 1957 rBV 288770 492664 4.03% 0.472%
28 14.604 1971 1975 1978 rBv4 18656 27435 0.22% 0.026%
29 14.634 1978 1980 1986 rVB6 13584 16280 0.13% 0.016%
30 15.016 2040 2045 2048 rBV2 7774 13620 0.11% 0.013%
31 15.187 2067 2074 2090 rBV 5110399 7374273 60.26% 7.068%
32 15.316 2090 2096 2109 rVV 2140728 2797916 22.86%  2.682%
33 15.428 2111 2115 2121 rVB 36242 46282 0.38% 0.0447%
34 15.645 2147 2152 2162 rBV6 23082 42155 0.34% 0.040%
35 15.969 2203 2207 2213 rVB6 10087 20817 ©0.17% ©0.020%
36 16.104 2225 2230 2236 rBV6 11120 20300 0.17% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017107.D

Acqg On : 27 Oct 2021 01:33 Instrument :
Operator : CG/JU BNA_N

Sample : M4319-06 ClientSampleld :
Misc : P043-TW001-01

ALS Vvial : 23  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_ N\Methods\SFAM-EPA-BN102621.M
Title : SVOA CALIBRATION
37 16.375 2273 2276 2282 rVB5 9162 13083 0.11% 0.013%
38 16.663 2321 2325 2331 rBV2 14091 20537 0.17% 0.020%
39 16.733 2332 2337 2340 rVV2 19010 28557 0.23% 0.027%
40 16.945 2366 2373 2382 rBV 3335807 4813922 39.34% 4.614%
41 17.045 2383 2390 2403 rVV2 6343260 9202976 75.20%  8.820%
42 17.145 2403 2407 2413 rVB7 15691 28310 0.23% 0.027%
43 17.322 2434 2437 2442 rBV2 8656 13615 0.11% 0.013%
44 17.651 2487 2493 2497 rBV 142794 178433 1.46% 0.171%
45 17.875 2525 2531 2538 rBV 362686 525305 4.29% 0.503%
46 18.169 2577 2581 2597 rVBS 26426 84715 0.69% 0.081%
47 18.639 2656 2661 2666 rBvV8 6270 14616 0.12% 0.014%
48 18.751 2676 2680 2684 rBv4 33720 70336 0.57% 0.067%
49 18.798 2685 2688 2690 rVv3 70533 85678 0.70% 0.082%
50 18.833 2690 2694 2698 rVB 715403 810841 6.63% 0.777%
51 18.910 2703 2707 2713 rVB 95174 137187 1.12% 0.131%
52 18.975 2713 2718 2723 rBV2 295083 430951 3.52% 0.413%
53 19.063 2731 2733 2736 rW 43031 50285 0.41% 0.048%
54 19.104 2736 2740 2747 rVB2 64300 85328 0.70% 0.082%
55 19.163 2747 2750 2753 rBV2 27310 33174 0.27% 0.032%
56 19.351 2773 2782 2788 rBV 8220518 11012744 89.99% 10.555%
57 19.639 2827 2831 2844 rBV5 128753 376076 3.07% 0.360%
58 19.916 2873 2878 2884 rBV3 216755 560451 4.58% 0.537%
59 20.004 2890 2893 2897 rVB3 101158 120434 0.98% 0.115%
60 20.080 2902 2906 2909 rBV 88067 92156 ©.75% ©.088%
61 20.186 2922 2924 2927 rVB3 22340 19682 0.16% 0.019%
62 20.263 2928 2937 2941 rBV 882262 1050900 8.59% 1.007%
63 20.310 2941 2945 2948 rBV 54077 62545 0.51% 0.060%
64 20.392 2954 2959 2963 rVB 200695 216569 1.77% 0.208%
65 20.439 2963 2967 2970 rBV4 23070 28815 0.24% 0.028%
66 20.563 2983 2988 3008 rBv4 51396 217033 1.77% 0.208%
67 20.904 3041 3046 3052 rBV 285211 562111 4.59% 0.539%
68 21.098 3075 3079 3083 rVB 94500 100442 0.82% 0.096%
69 21.157 3083 3089 3097 rBV 4429580 5653842 46.20% 5.419%
70 21.263 3103 3107 3114 rVB 311993 353802 2.89% 0.339%
71 21.339 3117 3120 3124 rBV2 35484 40940 0.33% 0.039%
72 21.774 3191 3194 3197 rBV2 44146 48751 0.40% 0.047%
73 22.233 3268 3272 3278 rVB 88131 116850 ©.95% 0.112%
74 22.357 3288 3293 3300 rBV 798327 1046467 8.55% 1.003%
75 22.733 3353 3357 3368 rVB 141871 223719 1.83% 0.214%

76 23.227 3433 3441 3449 rBV 6604042 12237237 100.00% 11.728%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS Vvial : 23  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_ N\Methods\SFAM-EPA-BN102621.M
Title : SVOA CALIBRATION

77 23.304 3450 3454 3458 rVVW 207382 368039 3.01% 0.353%
78 23.368 3458 3465 3478 rVB2 3295968 6216247 50.80% 5.958%
79 23.951 3558 3564 3575 rVB 204400 436171 3.56% 0.418%
80 24.698 3685 3691 3705 rVB2 181201 407584  3.33% 0.391%
81 25.580 3834 3841 3849 rVB2 108654 272776  2.23% 0.261%

82 26.604 4008 4015 4026 rBV3 76229 235035 1.92% 0.225%

Sum of corrected areas: 104339855
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN017107.D\data.ms
8000000

7000000
6000000
5000000
4000000

3000000

2000000
8.687 9.93410,310.

6.88069 7.534 9.404
1000000 8.252 0.10
o 34&ngmp7 5.952 6-122 7 169 }L?.mg JL jk o

O‘ L ‘ T ‘ T T T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T ‘ L ‘ T ’ L ‘ L ‘ L ’ L ‘ L ‘ T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BN017107.D\data.ms
8000000 19.851

7000000
17.045

6000000

15.187
5000000

4000000 13.875
13.616 16.945

3000000 14.187

15.316
2000000

1000000 18.833
13.104

&,875
1.910 12.798 4'@Oms.o1A1 AZB6455196906.3 156563311.1252527-691) 18.169 18
: 4 et Sl

o e A e e R e e T e e e e
Time->  12.00 1250 13.00 1350 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

Abundance TIC: BN017107.D\data.ms
8000000

7000000 23.227

6000000

5000000

21.157

4000000

3000000

2000000

1000000

. 23.251 24.698 25.580 26.604
O T T ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
Time--> 21.00 21.50 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_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.105 5.12 ng/ul 685631 Naphthalene-d8 10.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1210 (10.104 min): BNO17107.D\data.ms (-1204) (- m/z 57.10 100.00%
57.1

5000 /&
— —
| ‘ 87‘ 1 . 10.00 10.50
0 "w‘Jp!mm‘uJlmH"N‘H‘,‘MW_WWZ‘QTP m/z 45.00  96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —L -
29.0 10.00 10.50
m/z 41.10 37.48%
‘ 87.0
O\\\‘\‘H“\‘\“‘H‘\\ H\\‘l‘\“\‘\\\[\\\\’:I\_\sz\-(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0 _/L
T T
10. 00 10.50
5000 ITI/Z 75.00 18.35%
75.0
00.0
0220 L 00 120 10
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0 10 00 10 50
m/z 56.10 16.94%
5000
29.0
87.0
W gl 1320
O et e A e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.104 3.32 ng/ul 642420  Acenaphthene-die 14.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 59
4 Metacetamol 151 C8H9NO2 000621-42-1 58
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53

Abundance Scan 1720 (13.104 min): BN017107.D\data.ms (-1713) (- m/z 43.00 100.00%

43.0
109.1
5000 1511
‘ 69‘ 0 | 13.00 13.50
bbb sl e 4 1931 17 169,10 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13 00 13 50
69.0 m/z 151.05 48.02%
O J\-\S\.‘O\ ‘\‘\ \"‘ P\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ‘ \ \M\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘]\-9\2\.(‘)\ TTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
13 00 13 50
5000 ITI/Z 41.10 22.49%
69.0
P R A VY RPN N - 1 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106946: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol el ‘ ‘NJ‘
43.0 13.00 13.50
151.0 m/z 69.00 13.63%
5000 109.0
18.0 69.0 190.0
obred L ealle ks iyl L 226 S L N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.875 2.18 ng/ul 525305 Phenanthrene-d10 16.945
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2531 (17.875 min): BN017107.D\data.ms (-2525) (- m/z 73.00 100.00%

43.0 73.0
5000 129.1
213.2 == —
| 157.1185.1 17.50 18.00
0“W‘H“JH m/z 60.00 91.90%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
17.50 18.00
157.01g5 02130  256.0 m/z 43.05 90.87%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
— —
43.0 129.0 256.0 17.50 18.00
5000 m/z 57.05 75.29%
213.0
H 157.0185.0
0 H“Hm‘“;‘u”!”‘ I “‘NLHUM“U‘l“““mewm “‘HM“‘H‘W‘m_m“u
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid = ——
43.0 73.0 256.0 17.50 18.00
m/z 41.10 72.87%
5000
129.0
213.0
‘ Hl(ﬂ 157.0185.0 ‘
I 0 A U I pUOy | WO =
m/z--> 20 40 60 80 100120140 160180200220 240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 12-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.833 3.37 ng/ul 810841 Phenanthrene-die 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 96

Abundance Scan 2694 (18.833 min): BN017107.D\data.ms (-2690) (-  m/z 55.05 100.00%

55.0
5000 97.1
= T
137.1 1802 2222 2641 18.50 19.00
0! 4 H‘m‘ ully M‘HM SO - ‘u‘\ - ‘h“ ‘296‘-1 m/z 41.10 65.27%
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
5000 87.0 - T
. 264.0 18.50 19.00
m/z 69.10 59.76%
T(Z&O 180.0 2220 2960
0! H“m “\ku‘u “\h“ by “\\ TR, ;‘L SR \‘
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
i T
18.50 19.00
5000 m/z 74.00  53.08%
264.0
180.0 222.0
o,
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester — o
. 18.50 19.00
m/z 43.05 47.84%
5000
264.0
23.0 180.0 222.0 296.0
0! -

— \
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 4,8,12,16-Tetramethylheptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.263 3.72 ng/ul 1050900 Chrysene-d12 21.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 91
2 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 91
3 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 50
4 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 50
5 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 50
Abundance Scan 2937 (20.263 min): BN017107.D\data.ms (-2928) (- m/z 99.00 100.00%
99.0
50001 43.0
H 2000 2050
ok ‘ Hm Al 21T 1962 2842 3063 . 4305 41.03%
m/z--> 100 150 200 250 300
Abundance #229564 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
5000{ 430 — P
20.00 20.50
m/z 55.10 27.38%
0 M ey 151:0184.0 221.0254.0 291.0324
L \ ‘ T L T T T T L L
miz--> 100 150 200 250 300
Abundance #229563. 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
—— —
20.00 20.50
m/z 57.05 26.84%
5000 43.0
oL M HN \‘H h‘H \H\ h\‘h 175\10 196.0 254.0 291.0324.(
e e
miz--> 100 150 200 250 300
Abundance #197315.Hexanok:add,G%ﬂdecyle&er T —T
99.0 20.00 20.50
m/z 69.10 23.10%
43.0
5000
i
oL M byupeee 1o zzmo 0 e
mlz--> 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.357 3.37 ng/ul 1046470 Perylene-di2 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 Squalene 410 C30H50 000111-02-4 90
4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83

Abundance Scan 3293 (22.357 min): BN017107.D\data.ms (-3288) (- m/z 69.10 100.00%
69.1

5000

7.0 22.00 22.50
kil \um 189.1 2733 3411 4103 489 ... g1 19 51.73%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308258: Squalene

o

69.0

5000
22. OO 22 50

m/z 41.05 26.19%
‘\I‘

121.0
L[] 1 175.0 231.0285.0341.0 410.0
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0

o

2200 2250
5000 m/z 95.05 14.19%
137.0
0 " H\ L], 191.0 273.0 341.0 410.0
et A T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308260: Squalene
69.0 2200 2250

m/z 68.05 12.01%

5000
137.0
O 17 OM J‘\ ‘ L n H “ J“ d Ju ugnllo 273 0 341 0 410 O

m/z--> 0 50 100 150 200 250 300 350 400 450 22. OO 22 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017107.D

Acqg On : 27 Oct 2021 01:33
Operator : CG/JU

Sample : M4319-06

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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|
Ethanol, 2-(2-b... 10.105 5.1 ng/ul 685631 2 10.310 2676140 20.0
2,4,7,9-Tetrame... 13.104 3.3 ng/ul 642420 3 14.187 3874140 20.0
n-Hexadecanoic ... 17.875 2.2 ng/ul 525305 4 16.945 4813920 20.0
12-Octadecenoic... 18.833 3.4 ng/ul 810841 4 16.945 4813920 20.0
4,8,12,16-Tetra... 20.263 3.7 ng/ul 150900 5 21.157 5653840 20.0
Squalene 22.357 3.4 ng/ul 1046470 6 23.368 6216250 20.0
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