LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample : 02252-17

Misc :

ALS Vvial : 41  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-BN©41023.M
Title : SVOA CALIBRATION

Signal : TIC: BN@24895.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.305 17 20 29 rVB 60052 93381 0.92% 0.100%
2 3.746 94 95 115 rBV 140820 262970 2.60% 0.281%
3 3.975 128 134 139 rVB7 11222 19922 0.20% 0.021%
4 4.070 146 150 160 rvB2 23745 42462 0.42%  0.045%
5 4.446 210 214 221 rVB6 12134 22724  0.22% 0.024%
6 5.452 381 385 392 rVB 19351 30177 ©0.30% 0.032%
7 5.969 470 473 479 rBV6 13883 21813 0.22% 0.023%
8 6.916 630 634 643 rBv4 21334 42299 0.42% 0.045%
9 7.034 649 654 657 rBV3 15576 25462 0.25% 0.027%
106 7.099 657 665 675 rVB 296840 503595 4.98% 0.537%
11 7.263 687 693 707 rVB 1124794 1798820 17.79% 1.920%
12 7.463 720 727 736 rBV 1048996 1702149 16.83% 1.817%
13 7.940 801 808 814 rBV 1106383 1748724 17.29% 1.866%
14 7.999 814 818 826 rVB 147365 221745 2.19% 0.237%
15 8.505 897 904 908 rBV6 12836 28470 0.28% 0.030%
16 8.557 908 913 918 rVB 27093 41948 0.41% ©0.045%
17 8.652 923 929 939 rVV 858988 1359863 13.45% 1.451%
18 8.769 944 949 956 rVB 38339 60937 0.60% 0.065%
19 9.046 988 996 1001 rBV 297825 487573 4.82% 0.520%
20 9.110 1001 1007 1012 rVV 1431312 2374734 23.48% 2.535%
21  9.157 1012 1015 1020 rVVv 67804 105663 1.04% 0.113%
22 9.216 1020 1025 1030 rVV2 31036 62579 0.62% 0.067%
23 9.269 1030 1034 1042 rVB3 36680 59998 0.59% 0.064%
24 9.834 1121 1130 1142 rBV 1178288 1944589 19.23% 2.075%
25 9.981 1148 1155 1160 rBv4 11603 25479 0.25% 0.027%
26 10.057 1163 1168 1173 rVV3 27681 44312 0.44% 0.047%
27 10.269 1199 1204 1208 rBV6 10736 19355 0.19% 0.021%
28 10.369 1214 1221 1231 rBV 1605827 2651575 26.22%  2.830%
29 10.528 1242 1248 1253 rBV8 10463 20075 0.20% 0.021%
30 10.657 1258 1270 1279 rVV2 146498 294025 2.91% 0.314%
31 10.752 1279 1286 1292 rVV 1555169 2620377 25.91% 2.797%
32 10.810 1292 1296 1301 rVvV 61745 97331 0.96% 0.104%
33 10.893 1302 1310 1321 rVV 1053781 1798525 17.78% 1.920%
34 10.981 1322 1325 1333 rVB4 11463 20816 0.21% 0.022%
35 11.410 1393 1398 1406 rVB2 24337 49151 0.49% 0.052%

36 11.540 1415 1420 1428 rBV 89589 163668 1.62% 0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample : 02252-17

Misc :

ALS Vvial : 41  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-BN©41023.M
Title : SVOA CALIBRATION
37 11.734 1449 1453 1457 rVWW4 13374 19984 0.20% 0.021%
38 11.922 1480 1485 1489 rBV 36314 58253 0.58% 0.062%
39 12.040 1495 1505 1516 rBV 317364 529595 5.24% 0.565%
40 12.340 1551 1556 1562 rVV2 37260 66104 0.65% 0.071%
41 12.793 1627 1633 1639 rBvie 10736 22672 0.22% 0.024%
42 13.093 1679 1684 1692 rVB5 13067 21494 0.21% 0.023%
43 13.193 1696 1701 1712 rVBS8 12865 32478 0.32% 0.035%
44 13.504 1746 1754 1760 rBV 1219997 1777092 17.57% 1.897%
45 13.551 1760 1762 1769 rVV5 37054 53492 0.53% 0.057%
46 13.622 1769 1774 1783 rVB 62372 98428 0.97% 0.105%
47 13.993 1831 1837 1850 rVV 3215612 4373702 43.24% 4.668%
48 14.281 1879 1886 1892 rBV 3440931 4960880 49.05% 5.295%
49 14.369 1897 1901 1907 rVV3 16792 27527 0.27% 0.029%
50 14.445 1909 1914 1925 rVB2 36906 68608 0.68% 0.073%
51 14.587 1927 1938 1944 rBV 2412558 3548270 35.08% 3.787%
52 14.628 1944 1945 1947 rVV2 29798 23834 0.24% 0.025%
53 14.663 1947 1951 1958 rVB 54565 82302 0.81% 0.088%
54 14.781 1965 1971 1979 rBV 266127 436835 4.32% 0.466%
55 14.840 1979 1981 1988 rVB3 18404 27459 0.27% 0.029%
56 14.987 2003 2006 2012 rBV6 16433 25789 0.25% 0.028%
57 15.257 2046 2052 2059 rBV 100201 148075 1.46% 0.158%
58 15.392 2069 2075 2081 rVvV5 13815 32809 0.32% 0.035%
59 15.575 2099 2106 2113 rBV 4321816 6405128 63.33% 6.836%
60 15.634 2113 2116 2120 rVB5 15525 18877 0.19% 0.020%
61 15.692 2120 2126 2139 rBV 1740820 2312970 22.87% 2.469%
62 15.804 2139 2145 2152 rBV6 41532 95237 0.94% 0.102%
63 15.939 2163 2168 2171 rBV 55298 82397 0.81% 0.088%
64 16.145 2200 2203 2209 rVB7 19128 28966 ©0.29% 0.031%
65 16.216 2209 2215 2221 rBV 49595 76141 0.75% 0.081%
66 17.034 2346 2354 2359 rBV2 54511 89366 0.88% 0.095%
67 17.334 2398 2405 2412 rVB 2937305 4183442 41.36% 4.465%
68 17.434 2415 2422 2435 rVV 5185761 7479864 73.95% 7.983%
69 17.575 2442 2446 2449 rBV3 14089 19182 0.19% 0.020%
70 17.610 2449 2452 2457 rVB 15918 21510 0.21% 0.023%
71 17.71@0 2465 2469 2472 rBV2 15047 19093 0.19% 0.020%
72 17.798 2479 2484 2493 rBV3 49268 114432 1.13% 0.122%
73 17.916 2500 2504 2507 rBV5 15717 22800 0.23% 0.024%
74 17.957 2507 2511 2513 rVWV 29690 37550 0.37% 0.040%
75 17.998 2513 2518 2527 rVB 1143811 1450362 14.34% 1.548%
76 18.104 2532 2536 2542 rBV2 32097 53893 ©.53% 0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample : 02252-17

Misc :

ALS Vvial : 41  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-BN©41023.M

Title : SVOA CALIBRATION

77 18.169 2544 2547 2550 rBV3 21806 25050 0.25% 0.027%
78 18.222 2551 2556 2565 rBV 220340 348615 3.45% 0.372%
79 18.304 2565 2570 2579 rBV2 97243 191762 1.90% 0.205%
80 18.433 2589 2592 2596 rBV5 23874 31761 0.31% 0.034%
81 18.480 2597 2600 2608 rVB5 27873 45834  0.45% 0.049%
82 18.963 2679 2682 2697 rVB 136405 272689 2.70% 0.291%
83 19.080 2698 2702 2708 rBV2 74856 116355 1.15% 0.124%
84 19.286 2734 2737 2744 rVB2 67356 91817 ©0.91% ©.098%
85 19.357 2745 2749 2754 rBV 69823 118758 1.17% 0.127%
86 19.498 2769 2773 2781 rBV 211204 298565 2.95% 0.319%
87 19.575 2782 2786 2795 rVB 103911 191047 1.89% 0.204%
88 19.727 2804 2812 2819 rBV 6916089 9038460 89.36% 9.647%
89 19.822 2825 2828 2837 rVB 59073 84285 0.83% 0.090%
90 19.969 2848 2853 2859 rBV 110118 206364 2.04% 0.220%
91 20.498 2939 2943 2949 rBV 144086 202677 2.00% 0.216%
92 20.733 2980 2983 2987 rBV 132053 151483 1.50% 0.162%
93 20.992 3024 3027 3038 rVB 203121 363718 3.60% 0.388%
94 21.322 3080 3083 3087 rBV 130565 179904 1.78% 0.192%
95 21.527 3113 3118 3137 rVB 3948732 5385199 53.24% 5.748%
96 21.780 3158 3161 3167 rBvV2 116847 153865 1.52% 0.164%
97 23.816 3499 3507 3521 rVB2 4752685 10114123 100.00% 10.795%
98 23.968 3526 3533 3544 rVB2 2213183 4789575 47.36% 5.112%
99 24.574 3632 3636 3645 rVB 344583 719137 7.11% 0.768%
100 25.433 3777 3782 3790 rVB2 325050 759774 7.51% 0.811%

Sum of corrected areas: 93694995
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
BN©24895.D

: 14 Apr 2023 13:25

: CG/JU

. 02252-17

: 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

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

Time-->

6000000

5000000

4000000

3000000

2000000

1000000 8.652

Abundance .
7000000 TIC: BN024895.D\data.ms

9.110 10.369.0.752
7.26%63 7.940 9.834 l

7.09 9.
3.305 3-7469750 4.446 5452  5.969 6. 91@4 7999 69 QKB 60081 11141940134

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\7T’\\\\‘\\\\‘"\F"\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\\\\

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Time-->

Abundance .
7000000 TIC: BN024895.D\data.ms

6000000
5000000
4000000
3000000 17.334
2000000 15.692

1000000

19.y27

17.434

15.575

13,993 281

14.587

13.504

256 17.034 1&9%%1969 20.49¢

12. 00 1250 13.00 13.50 14.00 14 50 15.00 15,50 16.00 16.50 17.00 17.50 18. 00 18.50 19. 00 19.50 20.00 20.50

040
ok Jk 12.340 12.79.8993 85622 || 1248 08712

Time-->

6000000

5000000

4000000

2000000

Abundance
7000000 TIC: BN024895.D\data.ms

23.816

21.527

3000000 73.968

1000000 24.574 25.433

9921, 21.780 N W | Uy U o U
:Z%gA»213

0\ T ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L
21.00 2150 2200 2250 23.00 2350 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\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.999 2.54 ng/ul 221745 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
5 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 59

Abundance Scan 818 (7.999 min): BN024895.D\data.ms (-814) (-) m/z 57.05 100.00%

57.0
5000 J\
REEEsREE RS
‘83‘-0 o1 7.60 7.80 8.00 8.20 8.40
o 388 L el 2091 s a1.e5  44.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 I L L B
7.60 7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.10 37.75%
\\\ Il “ \“ ‘\ 1120
O\\\\‘\i\\‘\\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
R BARSESL e
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.05 26.96%
29.0
83.0
Ll L] sz
bl el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane S T e T
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.00 22.13%
5000
29.0
83.0 112.0
ol b Y awse L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 Phenol, 2-methoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.046 5.58 ng/ul 487573  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Mequinol 124 C7H802 000150-76-5 92
4 Mequinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
Abundance Scan 996 (9.046 min): BN024895.D\data.ms (-988) (-) m/z 109.00 100.00%

109.0
5000
53.0

‘ 8.80 9.00 9.20 9.40
\‘H

ol o ) 2068 2810 124,00 80.55%
miz--> 50 100 150 200 250
Abundance #11910: Phenol, 2-methoxy-
109.0
5000 L B B I LN B

8.80 9.00 9.20 9.40
53.0 m/z 81.00 80.07%

]
T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11909: Phenol, 2-methoxy-
109.0

8.80 9.00 9.20 9.40

o

5000 m/z 53.00 28.00%
53.0
NP U S R —
m/z--> 50 100 150 200 250 VJ\W
Abundance #11897: Mequinol R T R
109.0 8.80 9.00 9.20 9.40

m/z 39.00 15.84%

5000
53.0
1 \ L \Hh o) |

0 N N A I e
miz--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 1-(2-Thienyl)-1-propanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.657 2.24 ng/ul 294025 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 64
2 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 64
3 Thiophene, 2-methyl-5-propyl- 140 C8H12S 033933-73-2 53
4 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 52
5 Glycine, N-(2-thienylcarbonyl)-,... 199 C8H9NO3S 1000299-60-2 50
Abundance Scan 1270 (10.657 min): BN024895.D\data.ms (-1258) (- | m/z 111.00 100.00%
111.0
5000
39.0
—— —
77.0 ‘ JL 10.50 11.00
ol il LU (MR 2070 2804 o 39,06 29.70%
miz--> 50 100 150 200 250
Abundance #21165: 1-(2-Thienyl)-1-propanone
111.0
5000 s Bahies
39.0 10.50 11.00
m/z 123.00  27.92%
81/0 141.0
O\\H\‘\““\\\‘\‘\H\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #21164: 1-(2-Thienyl)-1-propanone
111.0
—— —
10.50 11.00
5000 m/z 138.00 25.91%
39.0
L, 8LO | 1410
o e
m/iz--> 50 100 150 200 250 ]\
Abundance #21349: Thiophene, 2-methyl-5-propyl- e
111.0 10.50 11.00
m/z 140.00  23.51%
5000
44.0 770
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.504 10.02 ng/ul 1777090  Acenaphthene-d10 14.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
Abundance Scan 1754 (13.504 min): BN024895.D\data.ms (-1746) (1 m/z 151.00 100.00%
151.0
5000
81.0
53.0 109.0 i :
hd
S T mu_!w”w“_MW?‘QT:Q m/z 152.00  93.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29934: Vanillin
151.0
5000 = ‘
13.50
109.0 %
530 ‘ m/z 81.00 36.61
O \\\‘\\\\“\\“H‘\“U‘\\\H"\\\H\‘\l\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
152.0
\
13 50
5000 m/z 109.0 22.79%
81.0
10 109.0
70,) |
T I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29935: Vanillin ]
151.0 13 50

m/z 53.00 22.11%

5000
81.0
53.0 109.0
Lol J

m/z--> 20 40 60 80 100 120 140 160 180 200 13 50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\

BN©24895.D

: 14 Apr 2023 13:25
: CG/IU
¢ 02252-17

: 41 Sample Multiplier:

1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion 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

Concentration Rank 2

5 7,9-Di-tert-butyl-1-oxaspir...

R.T. EstConc Area Relative to ISTD R.T.
17.998 6.93 ng/ul 1450360  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual

i-tert-butyl-1-oxaspiro(4,5... 276
i-tert-butyl-1-oxaspiro(4,5... 276

9-Di

,9-Di
,9-Di-tert-butyl-1-oxaspiro(4,5... 276
,5-di

-(

C17H2403
C17H2403
C17H2403

082304-66-3 99
082304-66-3 98
082304-66-3 86

-di-tert-Butyl-1,4- benzoquinone 220 C14H2002 002460-77-7 48
3-Amino-4,6-dimethylthieno[2, . 220 C11H12N20S 052505-42-7 42
Abundance Scan 2518 (17.998 min): BN024895.D\data.ms (-2513) (- | m/z 57.10 100.00%
57.1
205.1
5000
109.0 161, ‘ 261.1 18.00
0 ‘WJWWMh‘,l‘u““34PP‘ m/z 205.10  68.55%
m/z--> 50 100 150 200 250 300 350
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 L
18.00
09.0 m/z 41.05 57.75%
1090 1619 ‘ 261.0
o) E— ‘\‘ ‘m‘” ‘\H\‘ w}“\ ‘M‘ Il “\‘ ’ ‘\ e
m/z--> 50 100 150 200 250 300 350
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
=
18.00
5000 ITI/Z 55.00 56.36%
205.0
109.0
o) m— h‘\ \Jﬂﬂ H\ “\u b ‘H‘ Il H“H“‘Hi iR (ﬂ ‘\H e L\‘ ‘\ ‘2’6‘\1‘0‘ e
miz--> 50 100 150 200 250 300 350
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene =
205.0 18.00
m/z 175.10  42.82%
57.0
5000
07.0 161. 261.0
OL&
: I
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.574 3.00 ng/ul 719137  Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3636 (24.574 min): BN024895.D\data.ms (-3632) (- | m/z 57.10 100.00%
57.1
5000 \JL
24.50 |
127.1 208.0 :
ow‘_‘m“‘ ‘F‘H_Mw‘z‘g‘l‘?‘ 3550 4309 8031  n/; 43.10  71.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 — ‘
24.50
m/z 71.10 62.29%
O\\“l\‘\JT\\\‘]_\F\TI(‘)\\]-\9\7‘\0\\\‘2\\8\]_\(‘)\\\\‘\\3\9\4‘9\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T
24.50
5000 m/z 85.10 43.52%
1
o LU s070 2670 ssro
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T i
57.0 24.50
m/z 55.05 25.34%
“H‘H‘w‘H‘_‘H‘H‘w‘H‘_“W‘H‘M‘H‘H‘W‘H‘_ e
m/z--> 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_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample ¢ 02252-17

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.433 3.17 ng/ul 759774  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Octacosane 394 C28H58 000630-02-4 81
3 Heneicosane 296 C21H44 000629-94-7 81
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 3782 (25.433 min): BN024895.D\data.ms (-3777) (- | m/z 57.10 100.00%
57.1
5000 IJ\\«/
207.0 —
Weibs 327.0 2550
o_m_mf”mmm,m‘2“?9:9_H:‘mf“lrr?:?‘f‘??‘nlﬁf‘?; m/z 43.10  72.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 LN
25.50
m/z 71.10 62.94%
ol | ‘ || 1270 197.0 267.0 3670
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
—
25.50
5000 m/z 85.10 45.77%
ol L | ﬂl?7 01970 2810  394.0
_“w“u e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane —
57.0 25.50
m/z 55.10  24.27%
5000
o “ | 170 1070 2960
A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
Data File : BN©24895.D

Acqg On : 14 Apr 2023 13:25
Operator : CG/JU

Sample 1 02252-17

Misc

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041023.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|
1-Hexanol, 2-et... 7.999 2.5 ng/ul 221745 1 7.940 1748720 20.0
Phenol, 2-methoxy- 9.046 5.6 ng/ul 487573 1 7.940 1748720 20.0
1-(2-Thienyl)-1... 10.657 2.2 ng/ul 294025 2 10.752 2620380 20.0
Vanillin 13.504 10.0 ng/ul 1777090 3 14.587 3548270 20.0
7,9-Di-tert-but... 17.998 6.9 ng/ul 1450360 4 17.334 4183440 20.0
(DEL) Alkane: S... 24.574 3.0 ng/ul 719137 6 23.968 4789580 20.0
(DEL) Alkane: S... 25.433 3.2 ng/ul 759774 6 23.968 4789580 20.0
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