LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc :

ALS Vvial : 21  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-BN112221.M
Title : SVOA CALIBRATION

Signal : TIC: BN@17579.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.052 6 11 20 rBV 3655760 4701969 70.29% 4.958%
2 3.305 50 54 59 rBvV 61248 77997 1.17% 0.082%
3 5.693 455 460 469 rBV 45988 67515 1.01% 0.071%
4 5.928 495 500 507 rVvB 63696 96130 1.44% 0.101%
5 6.493 588 596 603 rvv2 109953 180210 2.69% 0.190%
6 6.563 603 608 615 rVB 36929 62141 ©0.93% 0.066%
7 7.005 675 683 692 rBV3 312480 603529 9.02% 0.636%
8 7.169 705 711 719 rVW 912919 1442984 21.57% 1.522%
9 7.369 738 745 753 rVWV 888536 1459370 21.82% 1.539%
10 7.622 782 788 796 rBV 40310 72779 1.09% 0.077%
11 7.840 818 825 832 rBV 912835 1462944 21.87% 1.543%
12 7.910 832 837 843 rVWV 145469 218559 3.27% 0.230%
13 8.075 857 865 871 rBV 44890 73694 1.10% ©.078%
14 8.546 936 945 955 rVW 748640 1275130 19.06%  1.345%
15 8.652 955 963 971 rVV 1609091 2513966 37.58% 2.651%
16 8.993 1014 1021 1032 rVV 1107379 1845269 27.59% 1.946%
17 9.087 1032 1037 1045 rVW6 47034 97464 1.46% 0.103%
18 9.463 1095 1101 1106 rVV 93786 146890 2.20% 0.155%
19 9.716 1136 1144 1151 rBV 847675 1394619 20.85% 1.471%
20 9.934 1176 1181 1193 rVB 69889 143672 2.15% 0.151%

21 10.257 1229 1236 1244 rBV 1279610 2176793 32.54%
22 10.416 1256 1263 1272 rBV2 383800 672008 10.05%
23 10.640 1293 1301 1308 rBV 1307297 2208898 33.02%

OO NON
w
N
o]
B

24 10.763 1316 1322 1336 rBv4 38567 96921 1.45% 102%
25 10.993 1355 1361 1362 rBV 151437 212149 3.17% 224%
26 11.181 1385 1393 1399 rBV3 73367 185096 2.77%  0.195%
27 11.246 1399 1404 1405 rW 59167 81622 1.22% 0.086%
28 11.275 1405 1409 1419 rVB 188288 347986 5.20% ©.367%
29 11.381 1421 1427 1432 rBV2 41216 92733 1.39% 0.098%
30 11.834 1497 1504 1507 rVV 62550 103039 1.54% ©.109%
31 11.875 1507 1511 1512 rW 85309 108194 1.62% 0.114%
32 11.898 1512 1515 1519 rVVv2 104371 173191 2.59% 0.183%
33 11.946 1519 1523 1531 rW3 99717 235484  3.52%  0.248%
34 12.034 1531 1538 1543 rVV4 60264 141297 2.11% ©.149%
35 12.110 1543 1551 1555 rvv2 151055 314289 4.70% ©.331%

36 12.163 1555 1560 1567 rVV2 380604 673350 10.07% 0.710%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc :

ALS Vvial : 21  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-BN112221.M
Title : SVOA CALIBRATION
37 12.222 1567 1570 1578 rVW2 41965 70001 1.05% 0.074%
38 12.722 1650 1655 1659 rBV 91209 135117 2.02% 0.142%
39 12.845 1669 1676 1690 rBV 3454088 5363986 80.19% 5.656%
40 13.098 1712 1719 1732 rBV 4516209 6688957 100.00% 7.053%
41 13.234 1737 1742 1746 rVV2 50699 74552  1.11% 0.079%
42 13.322 1753 1757 1762 rVWV 75127 106546 1.59% 0.112%
43 13.387 1762 1768 1775 rVB 420345 659273  9.86% 0.695%
44 13.787 1828 1836 1843 rVB 732772 1042113 15.58% 1.099%
45 13.887 1847 1853 1858 rBV 2552331 3631111 54.29%  3.829%
46 13.934 1858 1861 1866 rVB 111191 153825 2.30% 0.162%
47 14.045 1877 1880 1888 rVv4 33584 66759 1.00% ©0.070%
48 14.169 1890 1901 1907 rVV 2598672 4313045 64.48%  4.548%
49 14.228 1907 1911 1916 rVvV 270494 383368 5.73% 0.404%
50 14.475 1944 1953 1961 rVV 1858100 2812992 42.05% 2.966%
51 14.669 1980 1986 1994 rBV2 194840 334890 5.01% 0.353%
52 15.010 2037 2044 2048 rVV3 48709 73291 1.10% 0.077%
53 15.063 2048 2053 2058 rVW2 84710 119710 1.79% 0.126%
54 15.216 2073 2079 2086 rVV 2594748 3527951 52.74% 3.720%
55 15.298 2086 2093 2099 rVV 2390203 3112737 46.54%  3.282%
56 15.469 2115 2122 2134 rVB 3324665 4913868 73.46% 5.181%
57 15.581 2135 2141 2152 rVV 1025250 1420832 21.24% 1.498%
58 15.692 2156 2160 2167 rVvV2 43798 77298 1.16% 0.082%
59 15.804 2176 2179 2180 rVvV 55633 66825 1.00% 0.070%
60 15.845 2180 2186 2191 rVV2 790432 1291591 19.31% 1.362%
61 15.898 2191 2195 2204 rVV6 98348 262091 3.92% 0.276%
62 16.022 2212 2216 2223 rVV6 33881 76005 1.14% 0.080%
63 16.086 2223 2227 2233 rVV4 38244 73510 1.10% ©.078%
64 16.139 2233 2236 2243 rVV5 27451 60751 ©0.91% 0.064%
65 16.475 2288 2293 2299 rBV 139259 211367 3.16% 0.223%
66 16.598 2308 2314 2318 rBV2 60256 123975 1.85% 0.131%
67 16.875 2356 2361 2368 rVVv4 29491 59822 0.89% 0.063%
68 16.981 2375 2379 2389 rVV 217538 330724 4.94%  0.349%
69 17.086 2392 2397 2405 rVB2 68249 101659 1.52% 0.107%
70 17.151 2405 2408 2411 rBV 54024 68343 1.02% 0.072%
71 17.216 2414 2419 2430 rVB 1836202 2750123 41.11% 2.900%
72 17.316 2430 2436 2443 rBV2 3407022 5052642 75.54% 5.328%
73 17.510 2465 2469 2478 rW 202901 295544 4.42% 0.312%
74 17.910 2533 2537 2543 rVB3 33016 57955 0.87% 0.061%
75 18.092 2558 2568 2571 rBV 100055 175437 2.62% 0.185%

76 18.128 2571 2574 2579 rVV3 140678 222073 3.32% 0.234%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc :

ALS Vvial : 21  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-BN112221.M

Title : SVOA CALIBRATION

77 18.192 2579 2585 2590 rVV2 773693 1192246 17.82% 1.257%
78 18.422 2619 2624 2631 rVB 261775 331359 4.95% ©.349%
79 18.639 2651 2661 2666 rBV 392094 535337 8.00% 0.564%
80 18.986 2717 2720 2727 rVB3 51043 75367 1.13% 0.079%
81 19.180 2748 2753 2757 rBV 46283 67143 1.00% 0.071%
82 19.245 2757 2764 2768 rVV 56621 104255 1.56% 0.110%
83 19.310 2771 2775 2781 rVB5 50891 83643 1.25% 0.088%
84 19.404 2787 2791 2804 rBV2 97375 172302 2.58% 0.182%
85 19.610 2820 2826 2837 rBV2 3357392 4965087 74.23% 5.235%
86 21.127 3080 3084 3090 rBv4 61613 111472 1.67% ©0.118%
87 21.404 3125 3131 3137 rBV 1727151 2193240 32.79% 2.313%
88 22.033 3234 3238 3242 rVB2 57714 77125 1.15% ©.081%
89 22.527 3318 3322 3332 rVB2 59868 104228 1.56% 0.110%
90 22.639 3337 3341 3349 rVB2 55955 103649 1.55% ©.109%
91 23.068 3410 3414 3425 rVB2 86277 152740 2.28% ©0.161%
92 23.327 3454 3458 3465 rVB3 82055 131501 1.97% 0.139%
93 23.615 3499 3507 3515 rBV2 2226558 4393744 65.69% 4.633%
94 23.692 3515 3520 3525 rVVW 122982 224015 3.35% 0.236%
95 23.768 3526 3533 3547 rVB2 1118183 2281714 34.11% 2.406%
96 24.127 3590 3594 3601 rVB 92227 187456 2.80% 0.198%
97 24.404 3636 3641 3648 rVB2 105036 209507 3.13% 0.221%
98 25.086 3752 3757 3766 rVB2 96714 231279  3.46% 0.244%
99 25.227 3777 3781 3792 rVB3 104339 243234 3.64% 0.256%
100 26.233 3942 3952 3968 rVB6 117540 543340 8.12% ©.573%

Sum of corrected areas: 94837523
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN017579.D\data.ms
4000000
052
3000000
2000000
8.652
10.25710.640
8.993
1000000 7.16869 7.840 85 9.716
7.00 0.41 E! Eﬁ
0\&33055.6%9286§‘g§3}\"7.62%g75 ()\8\7\9\46:\3\\9\9:‘34\.\\{t\\?\&\‘\\\\‘\\
Time-> 3.00 350 400 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN017579.D\data.ms
13.p98
4000000
12.845 15.469 17.316 19.610
3000000
13.88#.169 15.216 #L
15.29
2000000 14.475 17.216
1000000 13.787 18.192
12,163 L3587 l 41228 466 17.510 039
..‘.. ‘.l,? Q3 6 '.Q-l.
o 12,728 133542 045 % B8} 178 | )| 18.98m
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN017579.D\data.ms
4000000
3000000
23.615
2000000 21.404
3.768
1000000
22.033 225853923.088.327 224.128.404 2528827 26.233
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 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\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.052 64.28 ng/ul 4701970 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 11 (3.052 min): BN017579.D\data.ms (-6) (-) m/z 73.05 100.00%
73.0 A
5000
43.0
‘ ‘ 3.103.203.303.403.50
Ob el b b 2999 m/z 43.05  36.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T[T T T[T rryrT
43.0 3.103.203.303.403.50
' ‘ m/z 87.10 26.18%
O\‘\h\‘\\"“\‘\\\”‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3.103.203.303.403.50
5000 m/z 55.05 25.73%
43.0
0Wh“m“,““‘H‘W““‘W':I"O‘]T‘OHWH“m‘uwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R e R R
73.0 3.103.203.303.403.50
m/z 41.05 11.63%
5000 41.0
ol il il 1870 1200
m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 2-Propanol, 1-butoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.493 2.46 ng/ul 180210 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
3 Acetaldehyde isobutyl propyl acetal 160 C9H2002 1000431-63-1 53
4 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
5 Hexane, 1,2,3-trimethoxy- 176 C9H2003 020637-29-0 50

Abundance Scan 596 (6.493 min): BN017579.D\data.ms (-588) (-) m/z 45.10 100.00%

45.1
5000 87.1
s RAR RS
117.0 207.0 6.20 6.40 6.60 6.80
0 m_m‘i L A e m/z 57.10  94.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\/
87.0 6.20 6.40 6.60 6.80
m/z 41.00 47.17%
O 15wo ‘\“ l | 1l Ll 170
\\\‘\\\1‘ ‘\\\\‘\1\\‘\\\\’\\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
R R e
6.20 6.40 6.60 6.80
m/z 87.10 42.77%
5000 870
N 1 I £
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36890: Acetaldehyde isobutyl propyl acetal R RRNRRS
45.0 6.20 6.40 6.60 6.80
m/z 56.10  35.48%
87.0
5000
SECE ] Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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-Hexanol, 2-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.910 2.99 ng/ul 218559 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 837 (7.910 min): BN017579.D\data.ms (-832) (-) m/z 57.05 100.00%
57.0
5000 jL
83.0 T TP T T
H ‘ ‘ 1121 7.60 7.80 8.00 8.20
Ot b b 2070 sz 41,05 38.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L B R R B R
7.60 7.80 8.00 8.20
29.0 83.0 m/z 43.05 30.52%
\\\ I H \‘ ‘\ | 112.0
0\\\\‘\i\\‘\\\‘\“\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
T e
7.60 7.80 8.00 8.20
5000 m/z 55.00 26.43%
29.0 83.0
m H d ‘\ | 112.0
Ob vl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0 7.60 7.80 8.00 8.20
m/z 70.10 21.22%
5000
29.0
83.0
L e
0 I Al Ll | |

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\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.652 34.37 ng/ul 2513970  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 45
2 Pentanamide 101 C5H11NO 000626-97-1 38
3 Pentanamide 101 C5H11NO 000626-97-1 38
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 37
5 Ether, hexyl t-butyl 158 C10H220 069775-79-7 37
Abundance Scan 963 (8.652 min): BN017579.D\data.ms (-955) (-) m/z 59.10 100.00%
59.1
5000 /\\
e ERRREEEE
‘ ‘83-1 111000 47q4 8.40 8.60 8.80 9.00
o‘H_H“_"qmhu,hm_u‘m_“H_m_‘m m/z 56.05 58.26%
m/z--> 20 60 80 100 120 140 160
Abundance #15678: Hexane, 1-ethoxy-
31.0 59.0
5000 L B B B LR L
8.40 8.60 8.80 9.00
m/z 43.05 32.54%
‘ ‘ 84.0
0\\\‘\“\\\“‘\\‘\‘i\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #4562: Pentanamide
59.0
o AREAEREEREEE S E
8.40 8.60 8.80 9.00
5000 m/z 41.05 21.75%
29.0
miz--> 20 40 60 80 100 120 140 160
Abundance #4560: Pentanamide R ARRRAREE R
59.0 8.40 8.60 8.80 9.00
m/z 55.05 16.85%
5000
29.0
m/z--> 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.416 6.08 ng/ul 672008 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72

Abundance Scan 1263 (10.416 min): BN017579.D\data.ms (-1256) (-  m/z 57.05 100.00%

57.0
5000

87.1
10,50
123.1
" ”““h‘w“m“‘}“m‘ww““1‘(‘399_”‘2‘9?‘; m/z 45.10  94.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
48.0
5000

1050
41.10  41.34%

75.0
15.0 ‘ 1000 1379
O' H\\‘l‘\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

1050
5000 m/z 75.00 20.26%
29.0
87.0
H ‘ 132.0
o) SRR 1 ) e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- T
57.0 10.50

56.10  19.08%

5000
29.0
‘ 87.0
H‘ T R 132.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 10 50

SFAM-EPA-BN112221.M Wed Nov 24 15:43:54 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Benzothiazole Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.275 3.15 ng/ul 347986  Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 Benzothiazole 135 C7H5NS 000095-16-9 97
3 Benzothiazole 135 C7H5NS 000095-16-9 95
4 Benzothiazole 135 C7H5NS 000095-16-9 94
5 Benzothiazole 135 C7H5NS 000095-16-9 94

Abundance Scan 1409 (11.275 min): BN017579.D\data.ms ( 1405) (- m/z 135.00 100.00%

36.0
5000
108.0
69.0 —— ——
380 54.0 ‘ 9%0 | 11.00 11.50
Ot b e e e e m/z 108.00 37.31%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17740: Benzothiazole
135.0
5000 S A
108.0 11.00 11.50
69.0 m/z 69.00 21.59%
450 L ‘910
OH’HH‘\H‘“‘\H\}\H\MH\‘HH‘\H\‘HH‘HH‘HH‘HH‘H\‘\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17741: Benzothiazole
135.0
Mwﬁﬁ&w N
11.00 11.50
5000 ITI/Z 82.00 12.26%
108.0
69.0
910
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17745: Benzothiazole 0 fx‘”‘ ‘A[W‘ Ay
135.0 11.00 11.50
m/z 63.00 10.32%
5000
108.0
69.0 91.0 /\
USRS 2P 1N N i AUUUSUSSONY NN B P O PV VN
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50

SFAM-EPA-BN112221.M Wed Nov 24 15:43:56 2021 Page: 10



Data Path

Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\

. 23

BNO17579.D

Nov 2021 23:20

: CG/JU
: M4753-03

021

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 7 2,5,8,11-Tetraoxatetradecan... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.945 2.13 ng/ul 235484  Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,8,11-Tetraoxatetradecan-13-o0... 264 C13H2805 020324-34-9 59
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 50
3 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C1OH2204 020324-33-8 50
4 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 45
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 43

Abundance Scan 1523 (11.946 min): BN017579.D\data.ms (-1519) (- m/z 73.00 100.00%
3.0

- J/\ML
341.0 RN
147.0 12.00
193.0 . 429..
ob— u““p‘ T - ‘M M‘ 1920 2509 ‘}u i~ m/z 59.00  86.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #152683: 2,5,8,11-Tetraoxatetradecan-13-ol, 4,7,10-trime
59.0
5000 T
12.00
117.0 m/z 45.00  35.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82002: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-r
59.0
SR
12.00
5000 ITI/Z 117.10 21.30%
117.0
T SR Y T
miz--> 50 100 150 200 250 300 350 400
Abundance #82003: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-1 R R AT
59.0 12.00
m/z 41.00 17.62%
5000
117.0
NPT D B S -
m/z--> 50 100 150 200 250 300 350 400 12.00

SFAM-EPA-BN112221.M Wed Nov 24 15:43:57 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Tri(1,2-propyleneglycol), m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.85 ng/ul 314289 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tri(1,2-propyleneglycol), monome... 206 C1OH2204 1000262-26-6 72
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 56
5 Hydrazine, 1,1-dimethyl-2-pentyl- 130 C7H18N2 067398-36-1 53

Abundance Scan 1551 (12.110 min): BN017579.D\data.ms (-1543) (-  m/z 59.00 100.00%

59.0
5000
" =

1030 T
‘ ‘ 130.0 12.00 12.50
om‘H‘w”m‘;"lw‘Hwm‘,‘Mwwwwm m/z 73.05  25.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #81999: Tri(1,2-propyleneglycol), monomethyl ether
59.0
5000
1200 1250
m/z 103.00 19.28%
103.0
0 33-&\\ | ls1o | (1300 161.0 1910
\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-

59.0 AAAJ\
A

12.00 1250
103.0
31.0
0 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 12 OO 12 50

m/z 72.00 12.40%

5000
31.0 103.0
M 1l /\/‘V\
12.

H\‘H\\‘H\\M\‘\M\\w\\\w\\\w\\u‘\\u‘\u\‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200 O 1250

o

SFAM-EPA-BN112221.M Wed Nov 24 15:43:58 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.163 6.10 ng/ul 673350 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 22
2 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 14
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 14
4 2,2'-Bipyridine 156 C1OH8N2 000366-18-7 14
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 14

Abundance Scan 1560 (12.163 min): BN017579.D\data.ms (-1555) (-  m/z 59.00 100.00%

59.0
156.0
5000 115.0
78.0
39) ‘ ‘ ‘ ‘ 12.00 12:50
om,HHHM mw;m‘_“:_1‘34‘?”‘u“,w‘w m/z 156.00  81.66%
m/z--> 20 60 100 120 140 160
Abundance #67421: 2-Propanol, 1,1‘-[(1-methyl-1,2-ethaned|yl)bis(ox
59.0
5000 — ——
12.00 12.50
31.0 103.0 m/z 115.00  39.14%
0 ‘ M 11y 0 ‘1300 1610
\\\’\\\\‘1\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #17321: Dipropylene glycol (isomer 3)
59.0
re s o
12.00 12.50
5000 ITI/Z 158.00 26.98%
31.0 103.0
Ot 830 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- P —
59.0 12.00 12.50
m/z 171.00  24.55%
5000
103.0
31.0 ‘
om,‘w‘m“”mMHH_WWHWHWH,HH — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAM-EPA-BN112221.M Wed Nov 24 15:43:59 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20

Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 10 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.845 38.14 ng/ul 5363990  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
4 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 38
5 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 37

Abundance Scan 1676 (12.845 min): BN017579.D\data.ms (-1669) (-
71.0

43.1

5000

8.1
\\‘\

143.1 173.1
|

o

m/z--> 20 40 60
Abundance

71.0
43.0
5000

‘ 98.0
I

o

143.0 173.0198.0

80 100 120 140 160 180 200 220 240
#181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

243.0

miz--> 20 40 60

80 100 120 140 160 180 200 220 240

Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester

71.05 100.00%

R
12.50

T
13.00
43.10  75.63%

—
12.50

=
13.00

56.05  31.29%

71.0
e
43.0 12.50 13.00
5000 83.05 30.16%
101.0
o‘J;MM"u_mH‘H‘MH‘1‘?‘9‘-9""_ww_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester ‘ ——
71.0 0 13.00
41.10 23.26%
43.0
5000
141.0
99.0
o ot 1920, 1T 1930 2230 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

SFAM-EPA-BN112221.M Wed Nov 24 15:44:00 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Propanoic acid, 2-methyl-, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.098 47.56 ng/ul 6688960  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 78
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 53

Abundance Scan 1719 (13.098 min): BN017579.D\data.ms (-1712) (-  m/z 71.05 100.00%

71.0
43.0
5000

T
173.1 13.00 13.50
It H ‘\‘ |]98.1 1431 = 208.0

Ol L28 h2980 myz 5605 79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
43.0
5000 T

T T
13.00 13.50
m/z 43.05 73.86%

‘ 1430 17390

\]-\5\‘0\‘\‘\\“‘\‘\\H‘\\l‘\“\‘\?%[‘o\\f‘\‘\\\\“f\\\“\\\‘\‘\\\\‘\\\\

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

Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0

o

56.0 13.00 13.50
5000 ITI z 89.05 64.92%
27.0
143.0
0 10 L 1730
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #24133: Butanoic acid, butyl ester —
71.0 1300 13.50
m/z 41.05 29.55%
43.0
5000
101.0
0150\ |- 144.0
H"H“‘H“_“‘_“w“‘w“‘w“u“‘u“u“‘u‘ —T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAM-EPA-BN112221.M Wed Nov 24 15:44:03 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.387 4.69 ng/ul 659273  Acenaphthene-di10 14.475
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 Metacetamol 151 C8HINO2 000621-42-1 64
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
5 Benzenamine, 4-propoxy- 151 CSH13NO 004469-80-1 59
Abundance Scan 1768 (13.387 min): BN017579.D\data.ms (-1762) (- m/z 43.00 100.00%
3.0
109.1
5000 151.1
o L
‘ B ‘ 13.00 13.50
O e bbb sl e 3980 sz 10910 77.45%
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 — e
13.00 13.50
69.0 m/z 151.05 49.43%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
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 13.00 13.50
5000 m/z 41.10 23.14%
69.0
I Y s Al L, etk 230 2110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol = T
109.0 13.00 13.50
m/z 85.00 16.61%
5000 151.0
43.0
80.0
0 E= AN SIS VAR NS R —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAM-EPA-BN112221.M Wed Nov 24 15:44:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Ethanone, 1,1'-(1,3-phenyle... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.787 7.41 ng/ul 1042110  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1,1'-(1,3-phenylene)bis- 162 C10H1002 006781-42-6 95
2 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 91
3 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 90
4 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 87
5 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 83
Abundance Scan 1836 (13.787 min): BN017579.D\data.ms (-1828) (-  m/z 147.00 100.00%
14y7.0
5000 91.0
43.0
119.0 S ——
‘ ‘ ‘ 13.50 14.00
0 H‘_H‘,‘mmJu‘_m_‘H_m_lw_wwz‘??-q m/z 91.05 38.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37617: Ethanone, 1,1'-(1,3-phenylene)bis-
147.0
5000 91.0 e e
43.0 13.50 14.00
119.0 m/z 43.00 27.71%
650‘ ‘
0 \\\‘\\\\’\\\\“‘\‘\\H\“\\N\‘\\\\‘\\\\‘\!\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37616: Ethanone, 1,1'-(1,4-phenylene)bis-
147.0
13 50 14 00
5000 m/z 119.00 19.10%
43.0
91.0 119.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37630: Ethanone, 1,1'-(1,4-phenylene)bis- —— ==
147.0 13.50 14.00
m/z 162.10 13.34%
5000
910 1190
W |
) N WU W S AN S W — el
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAM-EPA-BN112221.M Wed Nov 24 15:44:06 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 3-tert-Butylbenzoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.228 2.73 ng/ul 383368 Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 59
2 1-(N-Hydroxyimino)-1-phenylpropa... 163 C9HINO2 028867-79-0 50
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 50
4 n-Octyltriethoxysilane 276 C14H3203Si 002943-75-1 40
5 Phthalic acid, 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 40

Abundance Scan 1911 (14.228 min): BN017579.D\data.ms (- 1907) (- m/z 163.10 100.00%

43.0 163.
5000 JM
121.0 =T i
77‘ 0 100, ‘ 14. oo 14.50
om_m_mmum\‘“"‘J"U,HH_M‘!HWH m/z 95.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
5000
135.0 14 OO 14 50
91.0 o m/z 121.00 17.88%
0\\\‘\\\\4‘.5\\0\\6‘5\\()\\M’\\‘\\‘\\\‘\"\\\\‘\\\\‘!\\\“‘\\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #39105: 1- (N Hydroxyimino)-1-phenylpropan-2-one

43.0
AA_ N
1400 14.50
5000 ITIZ 13.71%
77.0 104.0 163.0
b |, 1330
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0 1400 1450
m/z 164.00 11.61%
5000
41.0 91.0 135.0
oiso. | sso, | mso | | |
H“H"‘HH“m,uu_m,uwuwm‘u — e
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 15 Diethyltoluamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.216  25.08 ng/ul 3527950  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 92
3 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 90
4 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 87
5 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 83
Abundance Scan 2079 (15.216 min): BN017579.D\data.ms (-2073) (-  m/z 119.05 100.00%
119.1
5000
91.0 190.1
65.0 —— —
39.0 | 162.1 ‘ 15.00 15.50 .
OB e e e  ma A RAARRR m/z 91.05 41.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65681: Diethyltoluamide
119.0
5000 — ——
91.0 15.00 15.50
190.0 m/z 190.10  36.71%
65.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\f\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65682: Diethyltoluamide
119.0
—— —
15.00 15.50
5000 910 190.0 m/z 65.05 15.86%
65.0
0 390 L lly ‘ 16\20 | |
A B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl- — —
119.0 15.00 15.50
m/z 191.10 13.22%
5000 91.0
65.0
41.0 190.0
oty L R N | —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Benzenemethanol, .alpha.-ph... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.845 9.39 ng/ul 1291590  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 98
2 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 95
3 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 93
4 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 93
5 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 89
Abundance Scan 2186 (15.845 min): BN017579.D\data.ms (-2180) (-  m/z 105.00 100.00%
105.0
77.0
5000
184.1
51.0 — e
‘ ‘ 12801530 | 15.50 16.00
Ot bl I 1280y b A 2281 /7 77.00  57.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59011: Benzenemethanol, .alpha.-phenyl-
105.0
77.0
5000 — S
184.0 15.50 16.00
51.0 m/z 78.00 39.44%
0\\‘2\7\\0\“\\“}\’\\\\‘\\\\‘\H\\\]‘_?\8\\0‘]\-\5ﬁ\‘0\‘”\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59014: Benzenemethanol, .alpha.-phenyl-
105.0 A“
R— P
15.50 16.00
5000 78.0 184.0 m/z 79.00 35.10%
51.0
0 27. O \‘ H 128.0 152 O‘H |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59015: Benzenemethanol, .alpha.-phenyl-
105.0 1550 1600
m/z 184.10  30.25%
5000 78.0 184.0
51.0
R A L RRRsatanss s S P e
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_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20

Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M
: 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 17 Tris(2-chloropropyl) phosphate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
'16.981  2.41 ng/ul 330724 Phenanthreme-dio 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Tris(2-chloropropyl) phosphate 326 COH1BCL304P  @@6145-73-9 86

2 2-Propanol, 1-chloro-,
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P

4 2-Butyl methylphosphonofluoridate

phosphate... 326 C9H18C1304P

154 C5H12FO2P

5 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P

013674-84-5 83
137909-40-1 62
000352-52-3 47
013674-84-5 43

Abundance Scan 2379 (16.981 min): BN017579.D\data.ms (-2375) (- m/z 98.95 100.00%

41.0 99.0
5000
157.0 201.0
277.0 I
17.00
2350
Obrrlllhy u““““ P ‘ ‘ ‘w “ : ‘m e m/z 125.00  90.89%
miz--> 50 100 150 200 250 300
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000 T \/‘\
17.00
77.0 201.0 277.0 m/z 41.85 83.67%
159.0 ‘
0Ll ‘ \‘\‘M T .l ‘\‘ T “\ T ‘\ \“‘\ T “ \‘\2:\3"‘5\.0’ T ‘\‘ i ‘31\3|
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
e
17.00
5000 ITI/Z 201.00 37.07%
201.0 277.0
45.0 g1 159.0 ‘ ‘
SR s T Y
miz--> 50 100 150 200 250 300 )
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt ciph
99.0 17.00
m/z 157.00 35.84%
5000/ 410 157.0
‘ ‘ 201.0 J\
btk | L LI | 250 2m10 S
m/z--> 50 100 150 200 250 300 17.00

SFAM-EPA-BN112221.M Wed Nov 24 15:44:10 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 1,2-Benzenedicarboxylic aci... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.510 2.15 ng/ul 295544  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 83
3 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 83
4 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 83
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 80
Abundance Scan 2469 (17.510 min): BN017579.D\data.ms (-2465) (-  m/z 148.95 100.00%
148.9
5000
> toao 17.50 |
: 223.1
ob— ‘M“m“ o bSO 2810 m/z 57.10 18.07%
mlz--> 50 100 150 200 250 300 350
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0
5000 s
17.50
57.0 m/z 150.00  10.39%
O\\‘\‘\“‘\‘\‘\\“‘\\‘\‘\ \‘\\\‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #308877: Phthalic acid, 8-bromoctyl isobutyl ester
149.0
T ‘ T T A T ‘
17.50
5000 m/z 41.10 10.38%
57.0
ol b 080 L 20 ss
miz--> 50 100 150 200 250 300 350
Abundance #170895: 1,2-Benzenedicarboxylic acid, bis(2-methylprog P ‘
149.0 17.50
m/z 104.00 9.32%
5000
57.0
104.0 223.0 A /\
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 t-Butylhydroquinone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.422 2.41 ng/ul 331359  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 t-Butylhydroquinone 166 C10H1402 001948-33-0 70
2 Nepetalactone 166 C10H1402 000490-10-8 58
3 2-Fluoro-N-[2-(4-methylphenoxy)e... 273 C16H16FNO2 329223-11-2 52
4 1-Alanine, N-(3-fluorobenzoyl)-,... 295 C16H22FNO3 1000314-21-0 50
5 1-Alanine, N-(3-fluorobenzoyl)-,... 295 C16H22FNO3 1000314-20-9 50
Abundance Scan 2624 (18.422 min): BN017579.D\data.ms (-2619) (- m/z 166.20 100.00%
128.1 166.2
5000 57.1
1F : 18.50
0 Wu‘p‘m“h ;“1“‘\‘“%“““‘““1“‘ el ,u“‘m&%F"%w???{%u“m, n/z 123.05  96.49%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #41102: t-Butylhydroquinone
151.0
5000 LL U
18.50
m/z 109.10  68.02%
4o, 70 e |
O\\\‘\‘\‘\\“‘\\W\‘\H\\‘\“‘\\‘\‘\“\H\MHM\H‘\\\\’\‘\\\‘\\H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #41067: Nepetalactone
166.0
=
18.50
5000 81.0 123.0 ITI/Z 151.00 56.06%
m/z--> 20 40 60 80 100120140160180200220240260 rANA
Abundance #164835: 2-Fluoro-N-[2-(4-methylphenoxy)ethyl]lbenzamil by e
123.0 166.0 18.50
m/z 57.10 49.31%
5000
91.0
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 Phenol, 5-methoxy-2,3,4-tri... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.639 3.89 ng/ul 535337  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 t-Butylhydroquinone 166 C10H1402 001948-33-0 70
2 Phenol, 5-methoxy-2,3,4-trimethyl- 166 C10H1402 034883-02-8 60
3 1-Alanine, N-(2-fluorobenzoyl)-,... 323 C18H26FNO3 1000314-04-5 52
4 cis-Octahydro-1,4-naphthalenedione 166 C10H1402 002717-36-4 49
5 Phenol, 4-methoxy-2,3,6-trimethyl- 166 C10H1402 053651-61-9 43
Abundance Scan 2661 (18.639 min): BN017579.D\data.ms (-2651) (-  m/z 123.10 100.00%
123.1 166.2
57.1
5000
——— =
‘ 07.0 18.50 19.00
0 il 3070 2810 .7 166.20  90.01%
miz-> 50 100 150 200 250 300
Abundance #41102: t-Butylhydroquinone
151.0
5000 AT o
18.50 19.00
m/z 109.10 72.80%
41.0 77.0
O T ‘\ ‘\“ ‘H‘\H\‘M\ \‘].]H-ﬂ-\ T “ T ‘\ L ‘ L ‘ T T T ‘ T T
miz-> 50 100 150 200 250 300
Abundance #41185: Phenol, 5-methoxy-2,3,4-trimethyl-
166.0
= ==
18.50 19.00
5000 m/z 151.05 55.98%
39.0 77.0 1230
0L— H‘ iMM‘\H‘“ M{h “m‘d‘h‘ “M ‘HM‘ “ ; “ —_ T
miz--> 50 100 150 200 250 300 ]\
Abundance  #227859: I-Alanine, N-(2-fluorobenzoyl)-, octyl ester gt R
123.0 166.0 18.50 19.00
m/z 57.10 55.04%
5000
0 41‘.‘.0 75.0 | | \ 212.0 323.1
e T e —— ——
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\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 21 Cyclononasiloxane, octadeca... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
25.086 2.03 ng/ul 231279  Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 38
3 Boric acid, 3TMS derivative 278 C9H27B03Si3 004325-85-3 27
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 27
51,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 27

Abundance Scan 3757 (25.086 min): BN017579.D\data.ms (-3752) (-  m/z 221.10 100.00%

73.0 147.0221.1
5000
355.0

’ l 42T.15031 2500
0 "H‘u‘\”‘l‘\‘\”‘n“”"L‘H‘l ‘\“‘HI"\“‘H‘l‘\‘h‘“‘I"\‘\‘H""HH“HH‘HH‘HH“‘ m/z 73.00 99.18%
m/z--> 0 50 100150200 250300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl- MNWWWWNNM/\WKWMWWWM
73.0 147.0221.0 429.0
355.0
5000 —

25.00
m/z 147.00  82.64%

O ‘HH‘HH‘HH HH‘\ !![ \’!‘\‘\‘\‘\\\\‘\\\\‘\95\“1\.\'
m/z--> 0 50 100150200250300350400450500550600650
Abundance #119062: Mercaptoacetic acid, 2TMS derivative
73.0

147.0
2500
5000 m/z 207.10 41.90%
221.0
2 T U S N
m/z--> 0 50 100150200250300350400450500550600650
Abundance #171461: Boric acid, 3TMS derivative —— ‘

73.0 25.00

m/z 281.10  36.98%

221.0
5000

147.0

O bbb e e e e e —
m/z--> 0 50 100150200250300350400450500550600650 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
25.227 2.13 ng/ul 243234  Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 83
4 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 83
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 83

Abundance Scan 3781 (25.227 min): BN017579.D\data.ms (-3777) (- m/z 57.10 100.00%

57.1
5000
207.0 L e en
127.1 25.00 25.50
0 “‘¢Hﬂwhdmw Lokl o 2900 9511 420 0 1,65 64.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T e
25.00 25.50

‘ m/z 43.05 54.39%

0 \l Ik “ H\ h\ u‘ \‘ | 1690 225.0 296.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
‘ ——

5000 m/z 85.10 53.07%
| ‘ 8 N | iope. 2250 2960
O e e e e e
m/z--> 0 100 150 200 250 300 350 400
Abundance #275537: Hexacosane \”wa“‘ ] e
57.0 25.00 25.50

- MN\,J\MW
“ 13.0

h \ 1)) 1690 2250 2950 367.0

(REEE B BN A G e At 4 e e
miz--> 50 100 150 200 250 300 350 400 25.00 25.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\

Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.M

: SVOA CALIBRATION

: 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 23 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.233 4.76 ng/ul 543340 Perylene-di2 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 59
3 2,3-Dimercaptobutane-1,4-diol, 4TMS 442 C16H4202S2Si4 959295-06-8 38
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30

5 Boric acid, 3TMS derivative 278 C9H27B03Si3 004325-85-3 22
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112421\
Data File : BN@17579.D

Acqg On : 23 Nov 2021 23:20
Operator : CG/JU

Sample : M4753-03

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN112221.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|
Butane, 2-metho... 3.052 64.3 ng/ul 4701970 1 7.846 1462940 20.0
2-Propanol, 1-b... 6.493 2.5 ng/ul 180210 1 7.846 1462940 20.0
1-Hexanol, 2-et... 7.910 3.0 ng/ul 218559 1 7.846 1462940 20.0
unknown-01 8.652 34.4 ng/ul 2513970 1 7.846 1462940 20.0
Ethanol, 2-(2-b... 10.416 6.1 ng/ul 672008 2 10.640 2208900 20.0
Benzothiazole 11.275 3.1 ng/ul 347986 2 10.640 2208900 20.0
2,5,8,11-Tetrao... 11.945 2.1 ng/ul 235484 2 10.640 2208900 20.0
Tri(1,2-propyle... 12.110 2.9 ng/ul 314289 2 10.640 2208900 20.0
unknown-02 12.163 6.1 ng/ul 673350 2 10.640 2208900 20.0
2,2,4-Trimethyl... 12.845 38.1 ng/ul 5363990 3 14.475 2812990 20.0
Propanoic acid,... 13.098 47.6 ng/ul 6688960 3 14.475 2812990 20.0
2,4,7,9-Tetrame... 13.387 4.7 ng/ul 659273 3 14.475 2812990 20.0
Ethanone, 1,1'-... 13.787 7.4 ng/ul 1042110 3 14.475 2812990 20.0
3-tert-Butylben... 14.228 2.7 ng/ul 383368 3 14.475 2812990 20.0
Diethyltoluamide 15.216 25.1 ng/ul 3527950 3 14.475 2812990 20.0
Benzenemethanol... 15.845 9.4 ng/ul 1291590 4 17.216 2750120 20.0
Tris(2-chloropr... 16.981 2.4 ng/ul 330724 4 17.216 2750120 20.0
1,2-Benzenedica... 17.510 2.1 ng/ul 295544 4 17.216 2750120 20.0
t-Butylhydroqui... 18.422 2.4 ng/ul 331359 4 17.216 2750120 20.0
Phenol, 5-metho... 18.639 3.9 ng/ul 535337 4 17.216 2750120 20.0
Cyclononasiloxa... 25.086 2.0 ng/ul 231279 6 23.768 2281710 20.0
(DEL) Alkane: S... 25.227 2.1 ng/ul 243234 6 23.768 2281710 20.0
Hexasiloxane, t... 26.233 4.8 ng/ul 543340 6 23.768 2281710 20.0
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