LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acqg On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc :

ALS Vvial : 24 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_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52284.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.564 8 13 18 rBV3 7160 11651 1.09% 0.096%
2 3.999 83 87 94 rBV 24310 41870 3.93% 0.346%
3 4.604 186 190 199 rVB 8294 13773 1.29% 0.114%
4 5.285 301 306 310 rBV4 1850 3488 ©0.33% 0.029%
5 5.620 358 363 369 rBv2 2731 4055 0.38% 0.033%
6 6.624 529 534 537 rBV3 2182 3327 0.31% 0.027%
7 6.795 559 563 569 rBv3 3729 5448 ©.51% 0.045%
8 7.376 656 662 673 rVB2 34810 67457 6.34% 0.557%
9 7.541 683 690 700 rVB 99876 171149 16.08% 1.413%
10 7.764 721 728 735 rBV 107488 186284 17.50% 1.537%
11 8.005 762 769 774 rVB5S 3911 7505 0.70% 0.062%
12 8.234 801 808 814 rBV 111889 192877 18.12% 1.592%
13 8.387 826 834 841 rVB4 13605 23460 2.20% 0.194%
14 8.669 877 882 886 rVB4 1692 2911 0.27% 0.024%
15 8.939 921 928 935 rBV2 88700 151368 14.22%  1.249%
16 9.344 991 997 999 rBv2 2703 3974 0.37% 0.033%
17 9.403 1001 1007 1014 rVV 132190 238179 22.37%  1.966%
18 9.820 1070 1078 1084 rBV2 4640 7641 0.72% 0.063%
19 10.137 1122 1132 1140 rBV 111977 200363 18.82% 1.654%
20 10.261 1147 1153 1157 rBV3 2171 3860 0.36% 0.032%
21 10.343 1159 1167 1173 rBV 98177 165429 15.54% 1.365%
22 10.689 1217 1226 1234 rBV 156202 283537 26.63% 2.340%
23 10.819 1243 1248 1255 rBV5 6430 13608 1.28% 0.112%
24 10.913 1258 1264 1269 rVB4 6566 11901 1.12% 0.098%
25 11.071 1285 1291 1306 rBV 152216 304023 28.56% 2.509%
26 11.201 1306 1313 1322 rVB 135479 255480 24.00% 2.109%
27 11.324 1329 1334 1342 rVB2 10506 18232 1.71% 0.150%
28 11.412 1344 1349 1354 rBV3 5791 9991 0.94% 0.082%
29 11.588 1375 1379 1384 rBV2 2018 3711 0.35% 0.031%
30 11.717 1396 1401 1409 rVB3 9028 16727 1.57% 0.138%
31 11.976 1438 1445 1450 rBV6 4871 10749 1.01% ©0.089%
32 12.229 1486 1488 1491 rVB4 3559 2904 0.27% 0.024%
33 12.264 1491 1494 1495 rBV2 2703 2702 0.25% 0.022%
34 12.464 1523 1528 1530 rBV3 3498 5671 ©.53% 0.047%
35 12.499 1530 1534 1538 rvv2 7579 14477 1.36% 0.119%
36 12.546 1538 1542 1547 rVV3 15350 27851 2.62% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acqg On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc :

ALS Vvial : 24 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_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION
37 12.593 1547 1550 1556 rvv3 4443 7469 0.70% 0.062%
38 12.651 1556 1560 1566 rVB4 3622 7171 0.67% 0.059%
39 12.775 1572 1581 1588 rBv4 8901 20008 1.88% 0.165%
40 12.869 1593 1597 1602 rVV4 3152 4647 0.44% 0.038%
41 13.239 1655 1660 1666 rBV3 12720 24344  2.29% 0.201%
42 13.292 1666 1669 1679 rVB7 6617 12092 1.14% 0.100%
43 13.403 1685 1688 1696 rVB6 3478 5844 ©.55% 0.048%
44 13.480 1696 1701 1705 rBV4 2841 5134 0.48% 0.042%
45 13.656 1727 1731 1733 rBv4 1956 2758 0.26% 0.023%
46 13.715 1733 1741 1746 rVV 482764 730239 68.59% 6.027%
47 13.756 1746 1748 1758 rVB 53696 82442 7.74% 0.680%
48 14.267 1829 1835 1843 rVB 344467 507152 47.64% 4.186%
49 14.520 1875 1878 1881 rVv2 21370 29977 2.82% 0.247%
50 14.572 1881 1887 1897 rVB 374895 607203 57.03% 5.012%
51 14.755 1915 1918 1922 rVB5 3105 3852 0.36% 0.032%
52 14.802 1922 1926 1928 rBV5 2459 3373 0.32% 0.028%
53 14.878 1933 1939 1946 rVB 256264 395647 37.16% 3.265%
54 15.072 1966 1972 1979 rBV3 31762 60898 5.72% 0.503%
55 15.166 1986 1988 1997 rVB7 4720 8292 0.78% 0.068%
56 15.283 2003 2008 2010 rBV5 3585 4751 0.45% 0.039%
57 15.501 2042 2045 2052 rVB2 3627 5235 0.49% 0.043%
58 15.595 2052 2061 2067 rBV 380729 543255 51.03% 4.484%
59 15.671 2068 2074 2078 rBV 74953 103058 9.68% 0.851%
60 15.788 2089 2094 2099 rVB4 7078 11580 1.09% 0.096%
61 15.871 2101 2108 2114 rVB 496540 755239 70.94%  6.233%
62 15.976 2120 2126 2136 rBV2 170427 254482 23.90% 2.100%
63 16.053 2136 2139 2142 rVV3 4992 5560 ©.52% 0.046%
64 16.106 2146 2148 2151 rVB3 3411 2932 0.28% 0.024%
65 16.170 2157 2159 2163 rVB3 2252 2876 0.27% 0.024%
66 16.235 2163 2170 2178 rBV6 14120 39267 3.69% 0.324%
67 16.540 2219 2222 2223 rBV2 2814 3292 0.31% 0.027%
68 16.634 2233 2238 2243 rBV6 6361 9645 ©0.91% 0.080%
69 16.858 2273 2276 2280 rBV4 1962 2940 0.28% 0.024%
70 17.357 2356 2361 2366 rVV2 31565 41060 3.86% ©.339%
71 17.410 2366 2370 2374 rVWV4 4392 5210 0.49% 0.043%
72 17.463 2375 2379 2383 rVB3 6769 9668 0.91% 0.080%
73 17.510 2383 2387 2390 rVB2 2102 3063 ©.29% 0.025%
74 17.562 2392 2396 2401 rVV2 12661 17042 1.60% 0.141%
75 17.627 2401 2407 2414 rW 334464 506953 47.62% 4.184%

76 17.727 2417 2424 2432 rVWV 594174 883405 82.98% 7.291%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acqg On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc :

ALS Vvial : 24 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_G\Methods\SFAM-EPA-BGO13122.M

Title : SVOA CALIBRATION

77 17.886 2448 2451 2455 rBV 11054 14021 1.32% ©0.116%
78 18.232 2508 2510 2513 rVB3 3178 2807 0.26% 0.023%
79 18.279 2513 2518 2522 rBV5 6600 10551 0.99% 0.087%
80 18.491 2548 2554 2558 rBV7 21308 31899 3.00% 0.263%
81 18.585 2562 2570 2576 rVB2 140831 240490 22.59%  1.985%
82 19.090 2652 2656 2662 rVB8 6051 8996 0.84% 0.074%
83 19.254 2681 2684 2686 rVB4 3160 3635 0.34% 0.030%
84 19.342 2694 2699 2704 rBvV4 6000 11121 1.04% ©.092%
85 19.572 2734 2738 2741 rBV3 8888 12524 1.18% ©.103%
86 19.642 2746 2750 2756 rVB 8374 12040 1.13% 0.099%
87 19.754 2766 2769 2771 rBV3 4911 4840 0.45% 0.040%
88 20.006 2805 2812 2819 rBV 739197 1064658 100.00% 8.787%
89 20.112 2827 2830 2834 rVB4 5627 6301 0.59% 0.052%
990 20.999 2979 2981 2985 rVB5 5234 6502 0.61% 0.054%
91 21.545 3070 3074 3082 rVB4 14085 25940 2.44% 0.214%
92 21.945 3135 3142 3151 rBvV2 322365 558577 52.47% 4.610%
93 22.127 3169 3173 3179 rVB7 10076 16717 1.57% 0.138%
94 22.773 3279 3283 3289 rVB3 15375 28063 2.64% 0.232%
95 23.531 3406 3412 3421 rVB2 21025 42811 4.02% 0.353%
96 24.406 3555 3561 3568 rVB3 26417 59139 5.55% ©0.488%
97 25.182 3682 3693 3704 rVB 348366 1026656 96.43% 8.473%
98 25.422 3723 3734 3750 rVB2 205994 641792 60.28% 5.297%
99 26.680 3942 3948 3957 rVB5 22387 65290 6.13% 0.539%
100 29.922 4498 4500 4502 rBV2 3650 4032 0.38% 0.033%

Sum of corrected areas: 12116090
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052284.D\data.ms
700000

600000
500000
400000
300000

200000

9.403 10.6831,970,

7.541764 8.234 1048443

3.999 7.37 oo AT
05\6\4.\\/‘\\\\\\4"\6(\)4\’\‘\5\.%§§.§?9\‘\\\\?.Qa\g\s‘\\\\ 9 4983_‘0r\. \l‘\\im\‘\\\\‘r\@]?in@\\‘\ \\5‘9\\

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG052284.D\data.ms

700000

100000 8.939

20.006

600000 17.727

500000 13.715 15.871

400000 14.572 15.595
14.267 17627 21,945

300000 14.878

200000
18.585

100000 131756

) 5072 1 21.545 T
o 83 10(BmIATOAZA) 112 20.999 21D p2127 2277

OH‘HH‘H‘“‘H“HH‘H'H‘HH‘HH“Hr"'“H“"H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH

Time--> 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 21.00 21.50 22.00 22.50
Abundance TIC: BG052284.D\data.ms

700000

600000
500000

400000 25,182

300000
200000

100000
23.531 24.406 26.680 29.922

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 2,5-Dimethyl-5-hexen-3-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.387 2.43 ng/ul 23460 1,4-Dichlorobenzene-d4 8.234

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethyl-5-hexen-3-0l 128 C8H160 067760-91-2 53
2 Neopentyl glycol 104 C5H1202 000126-30-7 33
3 Neopentyl glycol 104 C5H1202 000126-30-7 28
4 Cyclohexylamine 99 C6H13N 000108-91-8 9
5 Cyclohexylamine 99 C6H13N 000108-91-8 9

Abundance Scan 834 (8.387 min): BG052284.D\data.ms (-826) (-) m/z 56.15 100.00%

431 ©56.1
73.2
5000 89.2
e M
‘ ‘ ‘ 8.00 8.20 8.40 8.60 8.80
Ob et UL myz 4315 86.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #14433: 2,5-Dimethyl-5-hexen-3-ol
56.0
41.0 73.0
5000
290 8.00 8.20 8.40 8.60 8.80
m/z 73.15 61.24%
O\\‘]\-\5\9‘\\\!‘\\\\ll}‘\\“\‘\ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5363: Neopentyl glycol
56.0
[N W NI
73.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 55.15 53.21%
41.0
29.0
86.0
o140 | e o
m/z--> 10 20 30 40 50 60 70 80 90 100 A m M
Abundance #5360: Neopentyl glycol ““WM“W“‘W“‘MﬁL
56.0 8.00 8.20 8.40 8.60 8.80
m/z 41.15 42.18%
73.0
5000
31.0 43.0
o 150 | ol B0
H“H“H“M“w“u“‘“H“_“w“u“u“u“
m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BGO13122.M Sat Feb ©5 ©2:59:38 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.343 10.88 ng/ul 165429 Naphthalene-d8 11.077
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 86
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 86
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 78
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 56
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40

Abundance Scan 1167 (10.343 min): BG052284.D\data.ms (-1159) (-  m/z 56.15 100.00%

56.1
5000
73.2
39‘ | H 1032 10.00 10,50
[ RMSNES—S 1 ““‘ m/z 43.15  53.05%
miz--> 20 40 100 120 140
Abundance #25578: 1,3-Pentaned|o|, 2,2,4-trimethyl-
56.0
5000
730 1000 1050
90.0 1030 m/z 57.15 44.17%
o J ‘ 129.0145.0
\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 100 120 140
Abundance #25581: 1,3—Pentaned|o|, 2,2,4-trimethyl-
56.0
An
1000 1050
5000 m/z 41.15 42.10%
73.0
103.0
0 559 _ LA ‘u“ Lo
miz--> 20 40 60 80 100 120 140
Abundance #25579: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0 10. 00 10 50
m/z 55.15 34.75%
5000
20.0 73.0
‘ ‘ 103.0
0 \\ _““M“w“m‘1‘2‘9:0‘_”
Miz--> 80 100 120 140 10.00 10.50

SFAM-EPA-BGO13122.M Sat Feb @05 ©2:59:39 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.715 36.91 ng/ul 730239  Acenaphthene-di10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 78
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
Abundance Scan 1741 (13.715 min): BG052284.D\data.ms (-1733) (- m/z 135.15 100.00%
135.2 ﬂ
5000 107.1
411 772 164.1 13 50 14.00
o B0 L L L w2 1. 46.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 \
107.0 13 50 14 OO
m/z 77. 11.42%
41.0 77.0 164.0
O\\\‘\\\\“‘\\\‘\‘\‘\\\“\\‘\‘\‘\}\‘\‘i‘\\\‘!‘\\‘\\‘!‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
f
13 50 14 OO
5000 107.0 m/z  95. 11.32%
0 164.0
41.
ols0 M0sa0 101 L )L
m/z--> 20 40 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl- ‘
135.0 13 50 14 OO
m/z 91. 11.13%
5000
107.0 J\
41.0 77.0
olaso  TrTseo Ul L oL - -
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.756 4.17 ng/ul 82442  Acenaphthene-di1e 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinemethanol, acetate 151 C8H9NO2 010072-09-0 40
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 36
3 (+)-Camphor-10-sulfonyl chloride 250 C1eH15C103S 021286-54-4 33
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 28
5 1-Trichlorosilyl-4-trivinylsilyl... 270 C8H13C13Si2 080153-61-3 10

Abundance Scan 1748 (13.756 min): BG052284.D\data.ms (-1746) (- m/z 43.15 100.00%
43.1

5000 1092 451
69 2 T ‘ T T ‘ T
‘ ‘ ‘ 13.50 14.00
oH‘_‘H‘m‘1\MuwH“‘H”m‘m,um‘mwwwww m/z 109.15 50.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28810: 3-Pyridinemethanol, acetate
43.0
109.0
5000 e
151.0 13.50 14.00
15.0 80.0 m/z 151.15 45.31%
O' \\\hl‘\\\\‘\"\\i\\\‘1"\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘
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
copon e
430 13.50 14.00
5000 m/z 41.15 19.75%
69.0
bbbt e L L 030
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #134873: (+)-Camphor-10-sulfonyl chloride frocopens P
109.0 13.50 14.00
151.0 m/z 85.15 19.60%
5000 810
41.0
1520 bk 280220y Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.595  27.46 ng/ul 543255  Acenaphthene-d10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Diethyltoluamide 191 C12H17NO 000134-62-3 95
3 Diethyltoluamide 191 C12H17NO 000134-62-3 95
4 Diethyltoluamide 191 C12H17NO 000134-62-3 93
5 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
Abundance Scan 2061 (15.595 min): BG052284.D\data.ms (-2052) (- m/z 119.15 100.00%
119.2
5000 91.2 190.2
65.2 15.50 |
39.1 | 1622 | :
ot e e e m/z 190.15  48.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T \
9L.0 15.50
65.0 m/z 91.15 46.96%
0 390 L Iuly ‘ 16\20 \ |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65679: Diethyltoluamide
119.0
N T
15.50
m/z 65.15 17.19%
5000 91.0 1900
65.0
29.0 1620 |
0H‘W‘l“““‘mu‘uHW”\Wm}‘m‘mwhm,um
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65681: Diethyltoluamide T ‘ /\‘
119.0 15.50
m/z 191.15 15.37%
5000
91.0
190.0
65.0
0,150 890 | ‘ ‘ 1620 |
e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Diethyl Phthalate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.671 5.21 ng/ul 103058  Acenaphthene-di10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl Phthalate 222 C12H1404 000084-66-2 97
2 Diethyl Phthalate 222 C12H1404 000084-66-2 97
3 Diethyl Phthalate 222 C12H1404 000084-66-2 96
4 Diethyl Phthalate 222 C12H1404 000084-66-2 91
5 Phthalic acid, 2-ethoxyethyl eth... 266 C14H1805 1000322-86-9 83
Abundance Scan 2074 (15.671 min): BG052284.D\data.ms (-2068) (-  m/z 149.05 100.00%
149.1
5000
177.1 e —r
500 762 1052 | yoa1 15.50 16.00
0 e e e e e S5 SS m/z 177.05 0 21.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101093: Diethyl Phthalate
149.0
5000 — /\ -
15.50 16.00
177.0 m/z 76.15 12.07%
o 500 700 10‘5'0 ) 222.0
0 \\\‘\‘\1\\‘\\“\\‘\H‘\“H\‘\‘1‘\\\“‘\\1\‘HH‘HH“HH‘HH“\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101095: Diethyl Phthalate
149.0
—h AN
15.50 16.00
5000 m/z 150.15 12.04%
76.0 177.0
50.0 % 105.0
Ol bbb e b e e 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101096: Diethyl Phthalate —— —
149.0 15.50 16.00
m/z 65.15 10.78%
5000
177.0
29.0 76.0 121.0
N O O N - L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On 4 Feb 2022 1:21

Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
: 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 Diphenyl sulfone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.585  9.49 ng/ul 240490 Phenanthreme-dio 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl sulfone 218 C12H10025  000127-63-9 97

2 Diphenyl sulfone
3 Diphenyl sulfone

4 2-Propenenitrile, 3-(phenylsulfo... 193

5 Diphenyl sulfone

218

C12H1002S
C12H1002S
C9H7NO2S

C12H1002S

Abundance Scan 2570 (18.585 min): BG052284.D\data.ms (-2562) (-
1

000127-63-9 96
000127-63-9 90
001424-51-7 59
000127-63-9 50

m/z 125.05 100.00%

25.1
77.2
5000 511
218.1 i :
152.2 18.50
Obrrprerrbob b 1922 L 1842 L mjz 77.15  55.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96187: Diphenyl sulfone
125.0
5000 gl
77.0
51.0 18.50
180 m/z 51.15 38.77%
18.
O\\‘2\7\.\0\“\\‘f\‘\‘\\h“‘\\\\‘\.\\\‘\h\\\‘J\-é‘\‘z\.‘o\\\\‘\\.\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96189: Diphenyl sulfone
125.0
T
18.50
5000 ITI/Z 218.05 24.26%
51.0 77.0
218.0
0 200, | 1w 1&20 I 15?0 184.0
A e R e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96190: Diphenyl sulfone T
125.0 18.50
m/z 97.15 22.33%
5000 77.0 218.0
51.0
O 20 ey 1020 T9F 1840 ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acq On 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M

: SVOA CALIBRATION

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

R.T. EstConc Area Relative to ISTD R.T.
26.680 2.03 ng/ul 65290 Perylene-di12 25.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tritetracontane 605 C43H88 007098-21-7 80
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 80
4 Isopropyl tetradecyl ether 256 C17H360 1000406-34-0 72

5 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 72

Abundance Scan 3948 (26.680 min): BG052284.D\data.ms (-3942) (-  m/z 57.15 100.00%

57.1
5000
F273 o048 2811 26.50 27.00
o‘u‘_LM‘WUMH‘wuh‘_‘W‘H‘WH‘W‘H‘_‘H‘HH,H‘W“ m/z 71.15  71.91%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176385: Eicosane
57.0
5000
26.50 27.00
m/z 43.10 68.00%

l JE2701970 282.0
O\H‘\I\‘W\‘\A\A\‘\l“\‘\\‘\“\‘H\‘H\l\‘\\\\‘HH‘HH‘\H\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0

26.50 27.00
5000 m/z 85.15 53.18%
ohd ”j 127.0197.0 267.0337.0  463.0 533.0 604
e i 4
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184137: Octadecane, 1-chloro- TR 1
57.0 26.50 27.00

m/z 55.15 31.94%

5000
J Il J mjﬂu " ,203 0 288.0
(ORI AVt L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52284.D

Acqg On : 4 Feb 2022 1:21
Operator : CG/JU

Sample : N1328-20

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,5-Dimethyl-5-... 8.387 2.4 ng/ul 23460 1 8.234 192877 20.0
1,3-Pentanediol... 10.343 10.9 ng/ul 165429 2 11.077 304023 20.0
Phenol, 4-(1,1-... 13.715 36.9 ng/ul 730239 3 14.878 395647 20.0
unknown-01 13.756 4.2 ng/ul 82442 3 14.878 395647 20.0
Diethyltoluamide 15.595 27.5 ng/ul 543255 3 14.878 395647 20.0
Diethyl Phthalate 15.671 5.2 ng/ul 103058 3 14.878 395647 20.0
Diphenyl sulfone 18.585 9.5 ng/ul 240490 4 17.627 506953 20.0
(DEL) Alkane: S... 26.680 2.0 ng/ul 65290 6 25.422 641792 20.0
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