LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc :

ALS Vvial : 54 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©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29776.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.322 36 40 45 rBV 36452 43966 0.93% 0.082%
2 3.734 107 110 126 rBV 220700 383406 8.15% 0.717%
3 3.958 145 148 154 rVB5 9317 13646 0.29% 0.026%
4 4.052 161 164 170 rVB 21635 29866 0.64% 0.056%
5 4.993 321 324 331 rVB 15969 25315 0.54% 0.047%
6 5.493 405 409 414 rBV 13972 20853 0.44% 0.039%
7 5.928 477 483 484 rBVS 7087 8692 0.18% 0.016%
8 5.958 484 488 501 rVB 21673 43360 0.92% 0.081%
9 6.440 566 570 575 rVB5 7919 13303 0.28% 0.025%
106 6.522 579 584 589 rVB6 7816 12635 0.27% 0.024%
11 6.869 639 643 648 rBVS 7608 14787 0.31% 0.028%
12 6.975 657 661 666 rBV7 7701 13749 0.29% 0.026%
13 7.040 666 672 682 rVB 179872 304923 6.48% 0.570%
14 7.21@ 695 701 710 rBV 747394 1207428 25.67% 2.258%
15 7.399 726 733 745 rBV 740896 1170535 24.89%  2.189%
16 7.869 805 813 819 rBV 709108 1107264 23.54% 2.071%
17 7.934 819 824 832 rVB 198633 302429 6.43% 0.566%
18 8.122 850 856 867 rVB2 22788 43192 0.92% 0.081%
19 8.434 905 909 914 rBV7 7048 14558 0.31% 0.027%
20 8.499 916 920 925 rvVB2 9609 16487 0.35% 0.031%
21 8.581 927 934 944 rVWW 544483 878559 18.68% 1.643%
22 8.663 944 948 949 rVV3 8106 11854 0.25% 0.022%
23 8.699 949 954 960 rvVB 43612 68090 1.45% 0.127%
24  8.969 993 1000 1005 rBV 89895 147970 3.15% 0.277%
25 9.034 1005 1011 1019 rVV 879339 1455783 30.95% 2.723%
26 9.146 1027 1030 1035 rVB5 8801 13875 0.30% 0.026%
27 9.204 1035 1040 1047 rVB2 28247 48410 1.03% 0.091%
28 9.428 1073 1078 1084 rVB2 25940 41162 0.88% 0.077%
29 9.522 1089 1094 1097 rBV6 9831 19054 0.41% 0.036%
30 9.587 1101 1105 1110 rVB5 15125 24912 0.53% 0.047%
31  9.751 1125 1133 1145 rBV 672849 1151964 24.49%  2.155%
32 9.910 1155 1160 1162 rBV4 10318 15959 0.34% 0.030%
33 9.993 1169 1174 1182 rVB3 22193 38444 0.82% 0.072%
34 10.151 1197 1201 1204 rBV5 6703 10734 0.23% 0.020%
35 10.193 1204 1208 1214 rVB7 7658 14887 ©0.32% 0.028%

36 10.287 1216 1224 1235 rBV 949034 1623377 34.52% 3.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc :

ALS Vvial : 54 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©20724.MA.M
Title : SVOA CALIBRATION
37 10.451 1246 1252 1261 rVB8 17732 37895 0.81% 0.071%
38 10.587 1268 1275 1281 rBV5 24037 63050 1.34% 0.118%
39 10.663 1281 1288 1295 rBV 877935 1512735 32.17% 2.829%
40 10.728 1295 1299 1305 rVB5 27406 46407 0.99% 0.087%
41 10.810 1305 1313 1324 rBV 935944 1656515 35.22% 3.098%
42 10.969 1337 1340 1348 rVBS8 7904 12654 0.27% 0.024%
43 11.057 1348 1355 1363 rVV8 10487 26105 0.56% 0.049%
44 11.210 1374 1381 1386 rBV 1308380 1962223 41.72% 3.670%
45 11.269 1386 1391 1397 rBV 1470659 2275844 48.39%  4.257%
46 11.475 1418 1426 1433 rVWV3 61440 138794 2.95% 0.260%
47 11.545 1433 1438 1455 rVB2 45350 102406 2.18% 0.192%
48 11.845 1485 1489 1492 rBV3 8140 11163 0.24% 0.021%
49 11.928 1498 1503 1509 rVB2 12287 21903 0.47% 0.041%
50 12.004 1509 1516 1522 rBV8 10530 25277 ©.54% 0.047%
51 12.175 1540 1545 1550 rBV6 8247 12261 0.26% 0.023%
52 12.257 1550 1559 1564 rVv2 17981 36332 0.77% 0.068%
53 12.428 1583 1588 1593 rVB5 9883 17208 0.37% 0.032%
54 12.722 1635 1638 1647 rVB9 9968 15915 0.34% 0.030%
55 12.792 1647 1650 1657 rBV6 10401 19382 0.41% 0.036%
56 12.869 1657 1663 1670 rBV 84004 139102 2.96%  0.260%
57 12.981 1676 1682 1687 rBV 17239 26071 ©.55% 0.049%
58 13.122 1700 1706 1717 rBV 169331 259566 5.52% 0.485%
59 13.263 1720 1730 1735 rVvV1e 10872 20940 0.45% 0.039%
60 13.357 1742 1746 1750 rBV 12216 17347 0.37% 0.032%
61 13.416 1750 1756 1764 rBV 1360106 2126280 45.21% 3.977%
62 13.745 1807 1812 1817 rBV8 7273 13120 0.28% 0.025%
63 13.839 1825 1828 1832 rVB5 7049 10213 0.22% 0.019%
64 13.934 1834 1844 1850 rVV 1771266 2426609 51.60% 4.539%
65 13.981 1850 1852 1859 rVWV 31838 42831 0.91% ©0.080%
66 14.045 1859 1863 1868 rVV7 10321 16975 0.36% 0.032%
67 14.204 1881 1890 1898 rBV2 1982025 2939017 62.49% 5.497%
68 14.386 1916 1921 1930 rVB6 10213 24444  0.52% 0.046%
69 14.510 1935 1942 1953 rBV 1199236 1789297 38.05% 3.347%
70 14.598 1953 1957 1963 rBV9 5341 10462 0.22% 0.020%

71 14.722 1971 1978 1993 rBV 103409 218589 4.65% ©.409%

72 14.939 2009 2015 2021 rVB1e 10314 20833 0.44% 0.039%
73 15.116 2039 2045 2049 rVB6 11043 19701 0.42% 0.037%
74 15.198 2055 2059 2062 rBV3 8447 12011 0.26% 0.022%
75 15.263 2066 2070 2075 rVB 53001 67276 1.43% ©.126%

76 15.345 2080 2084 2097 rVB 114828 172052 3.66% 0.322%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc :

ALS Vvial : 54 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©20724.MA.M
Title : SVOA CALIBRATION
77 15.510 2105 2112 2126 rVB 2393912 3473396 73.86% 6.497%
78 15.633 2126 2133 2144 rBV 697890 1000473 21.27% 1.871%
79 15.751 2149 2153 2158 rVB5 12589 17163 0.36% 0.032%
80 15.886 2169 2176 2181 rBV 60317 87098 1.85% 0.163%
81 16.298 2240 2246 2249 rVB4 9652 14811 0.31% 0.028%
82 16.869 2337 2343 2348 rBV7 7507 12938 0.28% 0.024%
83 17.263 2401 2410 2418 rBV 1413409 2005769 42.65% 3.752%
84 17.363 2420 2427 2440 rBV2 2642868 3756396 79.87% 7.026%
85 17.463 2442 2444 2449 rVB4 8173 12188 0.26% 0.023%
86 17.563 2457 2461 2465 rVB 19881 26140 0.56% 0.049%
87 17.657 2474 2477 2486 rVB8 10371 19465 0.41% 0.036%
88 17.945 2519 2526 2531 rBV 425092 529950 11.27% 0.991%
89 18.175 2560 2565 2570 rVvV 31438 45619 0.97% 0.085%
90 18.251 2574 2578 2586 rVB 36982 61296 1.30% 0.115%
91 18.380 2597 2600 2604 rBV4 9072 12010 0.26% ©0.022%
92 18.610 2635 2639 2643 rBV4 18950 24880 0.53% 0.047%
93 19.227 2739 2744 2750 rBV3 32829 48719 1.04% 0.091%
94 19.298 2750 2756 2760 rBV 29487 43498 0.92% 0.081%
95 19.463 2780 2784 2789 rBV3 18839 24461 ©.52% 0.046%
96 19.663 2812 2818 2826 rVV 3283275 4369490 92.91% 8.173%
97 20.668 2986 2989 2994 rBV7 10569 16619 ©0.35% 0.031%
98 21.463 3119 3124 3139 rBV 1618879 2129107 45.27%  3.982%
99 23.680 3493 3501 3512 rBV2 2377063 4702988 100.00% 8.797%
100 23.833 3520 3527 3538 rVB2 1134008 2307437 49.06% 4.316%

Sum of corrected areas: 53464144
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Feb 2024 19:04
: MA/JU
: P1289-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
BN©29776.D

: 54  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 4
R.T. EstConc Area Relative to ISTD R.T.
7.934 5.46 ng/ul 302429 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83

2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 824 (7.934 min): BN029776.D\data.ms (-819) (-) m/z 57.00 100.00%

57.0
5000
83.0

M ‘ ‘ 112.1 7.60 7.80 8.00 8.20
\H\‘\H\‘\H\‘HH“HH“HH‘HH‘HH‘HH‘HHZ‘(\)?\(\] ITIZ 41.00 40.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

5000 T T
7.60 7.80 8.00 8.20

83.0 m/z 43.00 32.13%

112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

7.60 7.80 8.00 8.20

o

o

5000 m/z 55.00 27.81%
29.0 83.0
W\“ H d h 1120
Ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl- R RARENEES SRR
57.0 7.60 7.80 8.00 8.20

m/z 83.00 21.80%

5000
29.0
‘ ‘ 83.0
0 ‘ ‘ ‘ ‘ ‘ ‘\ 112 0

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 7
R.T. EstConc Area Relative to ISTD R.T.
8.969 2.67 ng/ul 147970  1,4-Dichlorobenzene-d4 7.869

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 97
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
4 Mequinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87

Abundance Scan 1000 (8.969 min): BN029776.D\data.ms (-993) (-) m/z 109.00 100.00%

109.0
81.0
5000

53.0 e
‘ 8.60 8.80 9.00 9.20
d\ W\M\ Ll L | 329 207£

el L APES ST m/z 81.00  75.09%
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #11909: Phenol, 2-methoxy-
109.0
81.0

o

5000 L L N B R I
8.60 8.80 9.00 9.20
53.0 m/z 124.00 72.48%
27.0 ‘
0\\\‘\‘\\\“\\“\‘\“H\\\‘i‘\\\\‘\\‘\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0
R R A RRRRE
8.60 8.80 9.00 9.20
5000 m/z 53.00 18.73%
27.0 53.0
0 H“m‘ﬁp‘mww‘uwh‘m“ﬁ‘,‘H“H“_“‘_“W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11912: Phenol, 2-methoxy-

109.0 8.60 8.80 9.00 9.20
m/z 50.95 10.78%

81.0
5000
270 530
L |

) SN U N T NV SRS N B — i
miz--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 3 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.2106  25.94 ng/ul 1962220  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 78
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 64
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 59

Abundance Scan 1381 (11.210 min): BN029776.D\data.ms (-1374) (- | m/z 59.00 100.00%
59.0
5000
103.1
P —
‘ ‘ ‘ 146.1 . 11. 00 11.50
o"‘_"‘,W‘H"m‘HH"H"HH_wl‘?‘l‘?ww??ﬂ‘ m/z 103. 26.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
5000 L T
103.0 11. 00 11 50
31.0 m/z 40.95 18.31%
O \\\‘\w“\\"”\‘\\\i\\”\‘\\\\‘\\\\]‘-\2\9\\0‘\\]_\5\‘9\(\)\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
11.00 11.50
m/z 57.05 14.71%
5000 103.0
29.0 ‘ ‘ 146.0
0 "‘_uwm,w‘H"H"m‘w‘H"H"_uwlf%?www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)- —
59.0 11.00 11 50
m/z 44.95 13.66%
5000
31.0 103.0
Obrrrrrery — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.269 30.09 ng/ul 2275840  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 90
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
4 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 72
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 72
Abundance Scan 1391 (11.269 min): BN029776.D\data.ms (-1386) (/ | m/z 59.00 100.00%
59.0
5000 M
103.0 T ‘ T T ‘ T
H ‘ 11.00 11.50
(
Olrreprrtlhth e e 00752 2080 2800y 7 103.00  25.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 /\‘f N 1
11.00 11.50
103.0 m/z 57.00  21.89%
20| uasomsg
H\‘HH‘HH \\H‘\\H‘H\\‘\H\‘\H\’\\H‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
— —
11.00 11.50
5000 m/z 45.00 21.28%
103.0
29.0“
S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- — —
59.0 11.00 11.50
m/z 41.00 21.17%
5000 103.0
29.0 146.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.122 2.90 ng/ul 259566  Acenaphthene-di10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 86
2 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 64
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 1706 (13.122 min): BN029776.D\data.ms (-1700) (- | m/z 71.00 100.00%
71.0
5000
410 }L
R T
1430 173.1 13.00 13. 50
(- ‘MHu h“ A0 L2070 2804 up 42,95 78.42%
miz-> 50 100 150 200 250
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
5000
13 00 13 50
410 56.00 72.91%
14301730
L 2e0™T
O T T ‘\ ‘\ ‘ T ‘\ ‘ “ f T T T ‘ \‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94133: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
13.00 13.50
5000 m/z 89.00 59.74%
410
143.01730
‘ I F110 | |
(o RN M i R e
miz--> 50 100 150 200 250
Abundance #24131: Butanoic acid, butyl ester ‘/\‘ o g
71.0 13.00 13.50
m/z 41.00 32.28%
5000 41.0
01.0
oL I -
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.416  23.77 ng/ul 2126280  Acenaphthene-d10 14.510
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 83
3 Metacetamol 151 C8HINO2 000621-42-1 64
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 Benzenamine, 4-propoxy- 151 CSH13NO 004469-80-1 59

Abundance Scan 1756 (13.416 min): BN029776.D\data.ms (-1750) (- | m/z 43.00 100.00%

43.0
109.0
5000 151.1
69.0
‘ ) 13.50
Ot bl b398 7 169,00 74.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ! !
13.50
69.0 m/z 151.05 41.23%
O \]-\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\ml\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0 13 50
5000 ITI z 40.95 24 .06%

o

69.0
D L ‘\’ i ‘\“‘\‘\ ‘\“‘\‘ ‘H\““ ‘H‘ . ‘Hh‘ ‘\‘ L ‘\‘ . ‘:‘I‘?“?" ‘0‘ S ‘2‘]":"“0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724. Metacetamol v_/\
109.0 13 50
m/z 68.95 16.91%

5000 151.0
43.0
80.0
150 .| 4 | I |

m/z--> 20 40 60 80 100 120 140 160 180 200 13 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.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 7 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.945 5.28 ng/ul 529950  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
4 (1R,3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 52
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50

Abundance Scan 2526 (17 945 min): BN029776.D\data.ms (-2519) ( | m/z 57.00 100.00%
57.0 205.1
175.1
5000 91.0
N
132.9 ‘ T T
L
O Frrprrrebolbl i A m/z 205.10  91.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 T
m/z 40.95 59.75%
\ L
Ot Eamass ‘\‘H\‘ W‘ ‘H‘H‘M‘ ‘H}H \M‘\\‘ MH} }HW ‘\“l”\‘ ‘\\H;\‘ ‘\‘h‘ \‘\‘H‘\ “h - ‘H‘h‘ , !\‘ ams “‘ s
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
T
18.00
5000 m/z 55.00 56.08%
205.0
91.0 1750
5
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene e B
205.0 18.00
m/z 217.10 55.68%
5000
261.0
0 m‘u_w“mxw i
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

SFAM-EPA-BN©20724.MA.M Thu Feb 15 11:51:34 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29776.D

Acqg On : 14 Feb 2024 19:04
Operator : MA/JU

Sample : P1289-16

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.MA.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... 7.934 5.5 ng/ul 302429 1 7.869 1107260 20.0
Phenol, 2-methoxy- 8.969 2.7 ng/ul 1479760 1 7.869 1107260 20.0
2-Propanol, 1-[... 11.210 25.9 ng/ul 1962220 2 10.663 1512740 20.0
2-Propanol, 1-(... 11.269 30.1 ng/ul 2275840 2 10.663 1512740 20.0
Propanoic acid,... 13.122 2.9 ng/ul 259566 3 14.510 1789300 20.0
2,4,7,9-Tetrame... 13.416 23.8 ng/ul 2126280 3 14.510 1789300 20.0
7,9-Di-tert-but... 17.945 5.3 ng/ul 529950 4 17.263 2005770 20.0
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