LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acqg On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc :

ALS Vvial : 12  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-BN101222.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22373.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.028 4 7 32 rvB 486665 867595 15.94% 1.353%
2 3.281 47 50 58 rVB 70384 92699 1.70% 0.145%
3 4.664 281 285 298 rBV 71460 126833  2.33% 0.198%
4 5.187 367 374 392 rBV 3399243 5442500 100.00%  8.486%
5 5.322 392 397 403 rBV 65687 94270 1.73% 0.147%
6 5.522 425 431 440 rW 634335 1169634 21.49% 1.824%
7 5.605 440 445 450 rVW 168748 246148 4.52% 0.384%
8 5.9065 490 496 503 rBV 122507 196308 3.61% 0.306%
9 6.393 564 579 589 rBvV 697137 1179508 21.67% 1.839%
106 6.575 602 610 616 rBV2 350145 654457 12.02% 1.020%
11 6.787 640 646 652 rBV 73156 112900 2.07% 0.176%
12 6.893 658 664 677 rVB2 125540 257442 4.73% 0.401%
13  7.093 691 698 703 rVW 176661 319072 5.86% 0.498%
14 7.263 718 727 732 rBV 610455 1001210 18.40% 1.561%
15 7.305 732 734 739 rW 84885 120466 2.21% 0.188%
16 7.358 739 743 749 rW3 68618 110647 2.03% 0.173%
17 7.458 753 760 768 rVV 602585 1098503 20.18% 1.713%
18 7.569 774 779 784 rVWW 193166 309529 5.69% 0.483%
19 7.628 784 789 795 rVV2 301315 459851 8.45% 0.717%
20 7.934 835 841 846 rBV 577198 888770 16.33% 1.386%
21 8.046 853 860 864 rBV 84211 147011 2.70% 0.229%
22 8.128 870 874 881 rVB 394900 576257 10.59% 0.899%
23  8.305 896 904 919 rVB2 129056 288900 5.31% 0.450%
24  8.657 956 964 972 rVB 454875 761917 14.00%  1.188%
25 8.746 972 979 985 rBv4 52785 125861 2.31% 0.196%
26 8.846 990 996 1001 rBV 117126 193976  3.56% 0.302%
27  8.940 1007 1012 1019 rVvB3 133137 255227 4.69% 0.398%
28 9.046 1025 1030 1036 rVV 147559 258334  4.75% 0.403%
29 9.116 1036 1042 1047 rVV 686226 1178412 21.65% 1.837%
30 9.181 1048 1053 1064 rVB3 176443 420280 7.72%  0©.655%
31 9.575 1112 1120 1125 rVB4 63757 130029 2.39% 0.203%
32 9.740 1142 1148 1152 rBV 131870 204496 3.76% 0.319%
33 9.787 1152 1156 1159 rWV 65783 102392 1.88% 0.160%
34 9.840 1159 1165 1177 rVV2 596630 1071604 19.69% 1.671%
35 9.934 1177 1181 1186 rVV 66583 103840 1.91% 0.162%

36 9.999 1186 1192 1201 rVB7 54465 129891 2.39% 0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acqg On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc :

ALS Vvial : 12  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-BN101222.M
Title : SVOA CALIBRATION
37 10.116 1208 1212 1215 rBV 63969 104936 1.93% 0.164%
38 10.175 1215 1222 1229 rVv4 104693 294025 5.40% 0.458%
39 10.246 1229 1234 1239 rVV3 82565 147638 2.71% 0.230%
40 10.299 1239 1243 1249 rVB2 59883 103027 1.89% 0.161%
41 10.381 1249 1257 1265 rBV 825838 1473659 27.08%  2.298%
42 10.499 1267 1277 1281 rVV4 134271 387038 7.11% 0.603%
43 10.534 1281 1283 1286 rvv2 95480 147157 2.70% 0.229%
44 10.569 1286 1289 1298 rVB 105382 179266 3.29% 0.280%
45 10.763 1315 1322 1327 rVV 729226 1253740 23.04%  1.955%
46 10.810 1327 1330 1333 rVV 135664 217645 4.00% ©.339%
47 10.846 1333 1336 1340 rVV2 162086 287783 5.29% 0.449%
48 10.899 1340 1345 1358 rVB2 999460 1813352 33.32% 2.827%
49 11.134 1376 1385 1388 rVV3 73747 149732 2.75% 0.233%
50 11.175 1388 1392 1397 rVB 101950 162128 2.98% 0.253%
51 11.781 1490 1495 1504 rVB4 46264 94740 1.74% 0.148%
52 11.981 1521 1529 1533 rBV2 74848 180320 3.31% 0.281%
53 12.110 1541 1551 1558 rBV 492322 920880 16.92% 1.436%
54 12.587 1625 1632 1639 rVW6 56702 161610 2.97% 0.252%
55 13.140 1721 1726 1731 rVV2 200644 283346 5.21% 0.442%
56 13.240 1738 1743 1752 rVB 617347 874232 16.06% 1.363%
57 14.022 1868 1876 1883 rBV 1338352 2147459 39.46%  3.348%
58 14.116 1889 1892 1895 rBV 85116 104428 1.92% 0.163%
59 14.304 1918 1924 1930 rVB2 1479959 2293820 42.15% 3.577%
60 14.392 1935 1939 1945 rVB 132757 201269 3.70% 0.314%
61 14.610 1970 1976 1988 rVB 1075103 1706702 31.36% 2.661%
62 14.828 2008 2013 2020 rVV 129071 211661 3.89% 0.330%
63 15.351 2098 2102 2106 rBV 108239 143198 2.63% 0.223%
64 15.504 2124 2128 2134 rVB4 55442 92441 1.70%  0.144%
65 15.604 2139 2145 2154 rVB 1927635 2757909 50.67% 4.300%
66 15.728 2161 2166 2177 rVB 633165 875125 16.08%  1.365%
67 15.869 2186 2190 2193 rBV 140633 198640 3.65% ©0.310%
68 16.116 2225 2232 2241 rBV2 263852 533765 9.81% ©0.832%
69 16.304 2259 2264 2271 rVWV 251256 364106 6.69% 0.568%
70 16.663 2316 2325 2329 rVV3 153437 351105 6.45% ©.547%
71 16.875 2357 2361 2369 rVB4 61412 125721 2.31% 0.196%
72 17.116 2397 2402 2407 rVB5 60378 103092 1.89% 0.161%
73 17.322 2433 2437 2440 rBV 119858 181623 3.34% 0.283%
74 17.363 2440 2444 2454 rVB 1126087 1656905 30.44%  2.584%
75 17.463 2455 2461 2467 rBV2 1986556 2928671 53.81% 4.567%
76 17.516 2467 2470 2474 rVB 93752 116612 2.14% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acqg On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc :

ALS Vvial : 12  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-BN101222.M

Title : SVOA CALIBRATION

77 17.998 2548 2552 2555 rBV 69588 97818 1.80% 0.153%
78 18.051 2555 2561 2566 rvv3 255023 445252  8.18% 0.694%
79 18.104 2567 2570 2581 rVB 71714 124778 2.29% 0.195%
80 18.339 2606 2610 2615 rVB2 109082 154827 2.84% 0.241%
81 18.416 2618 2623 2629 rVB 368395 482930 8.87% ©.753%
82 18.522 2636 2641 2643 rBV 217639 305469 5.61% 0.476%
83 18.569 2643 2649 2654 rVB 545266 893695 16.42% 1.394%
84 18.957 2710 2715 2723 rBV3 122471 221993 4.08%  0.346%
85 19.275 2765 2769 2775 rVB2 119242 204065 3.75% 0.318%
86 19.480 2799 2804 2809 rBV2 264374 361011 6.63% ©.563%
87 19.657 2831 2834 2842 rVB 70491 101179 1.86% ©0.158%
88 19.769 2847 2853 2857 rVV 2310840 3203526 58.86% 4.995%
89 19.816 2857 2861 2870 rVB 691716 914277 16.80% 1.426%
90 20.004 2886 2893 2899 rBV2 595460 936926 17.21% 1.461%
91 20.063 2900 2903 2914 rVB 174691 265269 4.87% 0.414%
92 20.180 2914 2923 2926 rBV2 171246 311089 5.72% 0.485%
93 20.222 2926 2930 2934 rBV 306066 358522 6.59% ©.559%
94 20.498 2972 2977 2982 rBV2 298330 400932 7.37% 0.625%
95 20.604 2992 2995 3004 rVB 153502 217786 4.00%  0.340%
96 20.680 3004 3008 3014 rBV2 69602 97384 1.79% ©.152%
97 21.563 3153 3158 3164 rBV2 1278970 1625244 29.86% 2.534%
98 21.686 3176 3179 3185 rBV 171741 220816 4.06%  0.344%
99 23.863 3542 3549 3563 rVB2 1632176 3456481 63.51% 5.390%
100 24.027 3569 3577 3587 rVB2 771392 1704403 31.32% 2.658%

Sum of corrected areas: 64132947
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 27 Oct 2022 22:24
: CG/JU
: N5232-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
BN©22373.D

: 12 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
. SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN022373.D\data.ms

5.522 6.393 9.116

- 7.06%58 7.934
6575 5% 8128 8657
3.281 4.664 Jl}pz 60%.905 6 ?ﬁﬁ ok L‘E
Y N NN

Time--> 3.00 350 4.00 4. 50 5. 00 5. 50 6. 00 6. 50 7. 00 7. 50 8. 00 8. 50 9. 00 9. 50 10.00 1050 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN022373.D\data.ms

19.769
15.604 17.463

14.304

14.610 17.3¢3

15.728 19158%04

16904 0.22D.4¢
.392114.828 15, 8

29 19 480 2(R0BERO
11.981 12.587 16.603a7E 17632516 11 j 1895092759 ¢ M

13.240 18 569

12.110

14.14

0
Time-->

1200 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

0

5000001,

TIC: BN022373.D\data.ms

23.863

21.563

4.027

.686

Qgéo

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BN10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Triethylamine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.028 19.52 ng/ul 867595 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylamine 101 C6H15N 000121-44-8 91
2 Triethylamine 101 C6H15N 000121-44-8 91
3 Triethylamine 101 C6H15N 000121-44-8 90
4 Triethylamine 101 C6H15N 000121-44-8 87
5 Triethylamine 101 C6H15N 000121-44-8 86
Abundance Scan 7 (3.028 min): BN022373.D\data.ms (-4) (-) m/z 86.05 100.00%
86.0
5000
58.0
R RERRSEEEE R
‘ 3.103.203.303.40
0 b e e 2980 /7 sgleS  28.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4649: Triethylamine
86.0
3.103.203.303.40
300 580 m/z 101.10  15.19%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4646: Triethylamine
86.0
R R ERARERREE
3.103.203.303.40
5000 m/z 42.00 11.16%
58.0
30.0
0 ‘H_u““N"1“Hw“‘u"q“Hww_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4650: Triethylamine RRRERRNENREESaaanssny
86.0 3.103.203.303.40
m/z 44.05 10.53%
5000
58.0
0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.40
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Z:\
BNO
. 27
. CGg/
: N52

12

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_N\Data\BN102922\
22373.D

Oct 2022 22:24

Ju

32-09

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown-01 Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
5.605 5.54 ng/ul 246148 1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexanone, 3-methyl-4-methylene- 126 C8H140 020690-71-5 43
2 7-Octen-2-one 126 C8H140 003664-60-6 42
3 1-[1,2,4]Triazol-1-ylethanone 111 C4H5N30 015625-88-4 40
4 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 39
5 2,6,8-Trimethyl-4-nonyl acetate 228 (C14H2802 1000430-73-9 17
Abundance Scan 445 (5.605 min): BN022373.D\data.ms (-440) (-) m/z 43.00 100.00%
43.0
5000 69.0 NJ\JJ\\ALA&H
111.1 P TT T  TE T T
‘ H ‘ ‘ 5.20 5.40 5.60 5.80 6.00
Ol o 1l 3829 2070 yp 41,00 48.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13124: 2-Hexanone, 3-methyl-4-methylene-
43.0
5000 [T T T[T T T[Tt
5.20 5.40 5.60 5.80 6.00
m/z 69.05 45.44%
O\‘\‘\‘\\“i\\‘i‘\‘\‘\\‘{\\\’\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12969: 7-Octen-2-one
43.0
REARRE e
5.20 5.40 5.60 5.80 6.00
5000 m/z 54.95 25.54%
68.0
0 Lku Jw M‘ Ll 9?'0‘\ 126.0
A o o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6831: 1-[1,2,4]Triazol-1-ylethanone T
43.0 5.20 5.40 5.60 5.80 6.00
m/z 57.10 24.83%
5000
70.0 ‘ 111.0
0‘_!"M"W‘J‘W“H,‘wu“u“‘u‘,‘u“u“‘u‘\ A B o e s I
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 3-Octanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.575 14.73 ng/ul 654457 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 83
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 72
3 Ethyl amylketone 128 C8H160 020616-93-7 64
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 64
5 3-Octanone 128 C8H160 000106-68-3 64
Abundance Scan 610 (6.575 min): BN022373.D\data.ms (-602) (-) m/z 57.00 100.00%
57.0
5000 99.1
6.20 6.40 6.60 6.80
128.1 : . : :

ow_m“, et bbb e 2992 m/z 43.05  88.87%

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

Abundance #14277: 3-Octanone

43.0
71.0
5000 L L L L B I R B
99.0 6.20 6.40 6.60 6.80
m/z 71.10 69.43%
‘ ‘ 128.0
O\\\\‘\“\\\’w‘\‘\”\“\\\\‘\\\\i\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14372: 3-Heptanone, 5-methyl-
43.0
AR
71.0 6.20 6.40 6.60 6.80
5000 99.0 m/z 72.00 51.76%
128.0
s N
ST e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14297: Ethyl amylketone R A RRARNEEEEE R
29.0 57.0 6.20 6.40 6.60 6.80
m/z 99.10 42.77%
99.0
5000
‘ ‘ 128.0
om‘w‘lu,lH““‘_nu_m}‘mwHWHWHWHWH e
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\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.893 5.79 ng/ul 257442  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 76
4 Benzene, propyl- 120 C9H12 000103-65-1 64
5 1-hexanol, 6-[(phenylmethyl)amino]- 207 C13H21NO 1000400-55-6 59
Abundance Scan 664 (6.893 min): BN022373.D\data.ms (-658) (-) m/z 91.00 100.00%
91.0
5000 \
120.1 RS SE e/ Ao S SRS
39.0 6.60 6.80 7.00 7.20
Obrrr ettt et e 285 m/z 120010 21.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0
5000 \\\‘\\\\’\/\\\\‘\\\\‘\\\\
6.60 6.80 7.00 7.20
120.0 m/z 65.00 11.46%
39.0 | | ‘
O \\\‘\‘\\\“‘\\“{\"‘\H\M"\\‘H‘\‘\H“H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0

6.60 6.80 7.00 7.20

5000 ITI/Z 92.00 10.57%
120.0
39.0 | ‘
O bttt
m/z--> 20 40 60 80 100120140160180200220240260280 \ /\
Abundance #10701: Benzene, propyl- e L A N A
91.0 6.60 6.80 7.00 7.20

m/z 39.00 6.55%

5000

120.0

30
O R e e e T T
m/z--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.628 10.35 ng/ul 459851  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Diisopropylpyrazole 152 C9H16N2 017536-00-4 43
2 3,6-Dimethyl-2,3,3a,4,5,7a-hexah... 152 C10H160 070786-44-6 40
3 4-Pyridinol, acetate (ester) 137 C7H7NO2 014210-20-9 38
4 2,5-Dimethyl-4-pyrimidinamine, N... 137 C7H11N3 052698-60-9 37
5 4,5-Heptadien-2-one, 3,3,6-trime... 152 C10H160 081250-41-1 35
Abundance Scan 789 (7.628 min): BN022373.D\data.ms (-784) (-) m/z 137.00 100.00%
137.0
43.0
5000
112.0 S RRARmEEAEE
6slo “ ‘ ‘ 7.40 7.60 7.80 8.00
ok "”‘dl"“‘HM\JJM‘HJ‘HN“‘N““‘ m/z 43.00 72.70%
m/z--> 20 100 120 140
Abundance #30319. 3,5-Dusopropylpyrazole
137.0
5000 95.0 F T T T

7.40 7.60 7.80 8.00
m/z 83.00 29.48%
o

O \]_\5\9 T \ T ’M\ T \‘ T ‘6\?‘.(\) \‘ “ T ‘\‘ } ‘ T ‘\‘ ‘]':‘I'g‘\'b‘ T ‘\ ‘ \]\- \‘ \.‘
m/z--> 20 60 80 100 120 140
Abundance #29319: 3,6—D|methyl—2,3,3a,4,5,7a—hexahydr0benzofura
137.0

7.40 7.60 7.80 8.00

5000 m/z 81.00 29.44%
41.0 69.0 109.0
i
SIS NI
miz--> 20 80 100 120 140
Abundance #19169: 4—Pyridino|,acetate (ester) S REEEEEERE R
43.0 670 7.40 7.60 7.80 8.00
' 95.0 m/z 39.05  29.08%
137.0
5000
0l R
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

SFAM-EPA-BN101222.M Fri Oct 28 15:20:14 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzene, 1,2,3-trimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.046 3.31 ng/ul 147011 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 860 (8.046 min): BN022373.D\data.ms (-853) (-) m/z 105.10 100.00%
106.1
5000 120.1 K
R REEERRR RS
390 590 0 7.80 8.00 8.20 8.40
0 H‘HH‘HHW‘_m;m_uhwm‘:hHH,‘HH_Mlwu“uww,‘ m/z 120.10  42.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 1200 L L L LI LR B

7.80 8.00 8.20 8.40
m/z 77.00 13.08%

77.0
\\‘J-HSH()‘\\\M‘\Hf“‘\\\\N\‘H\‘\‘\9\‘\Hm‘\\\\"\\H‘\‘\1\‘\\‘\‘\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10695: Mesitylene
105.0

o

120.0 7.80 8.00 8.20 8.40
5000 m/z 119.10 12.52%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #10715: Benzene, 1,2,3-trimethyl- R L R
105.0 7.80 8.00 8.20 8.40

m/z 91.00 10.19%

120.0
5000
77.0
0 15.0 | ‘\ “590 ‘\‘ L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.128 12.97 ng/ul 576257 1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (2S,4R)-4-Methyl-2-(2-methylprop... 154 C10H180 003033-23-6 38
2 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 35
3 2-Amino-4-hydroxy-3,6-dimethylpy... 139 C6H9N30 033796-41-7 30

4 Octane, 3-chloro- 148 C8H17C1 001117-79-9 27
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 27

Abundance Scan 874 (8.128 min): BN022373.D\data.ms (-870) (-) m/z 139.05 100.00%

139.1
43.0 81.0
5000

" 7.80 8.00 8.20 8.40
m_mm L m‘umw“w(ﬂ‘mlmwwmz‘("?:q m/z 81.00 61.82%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31334: (2S,4R)-4-Methyl-2-(2-methylprop-1-en-1-yl)tetre
139.0
69.0 k
5000 T T
21.0 7.80 8.00 8.20 8.40

m/z 43.00 61.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31293: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-pra
139.0

7.80 8.00 8.20 8.40

o

5000 69.0 m/z 85.05 58.96%
41.0
0 ‘\“gzwowl\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #20409: 2-Amino-4-hydroxy-3,6-dimethylpyrimidine = ‘—‘T/H\_ R AN
139.0 7.80 8.00 8.20 8.40

m/z 55.05 51.43%

5000 57.0
110.0
83.0
0 \H | T |

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24

Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzeneethanol, .beta.-ethe... Concentration Rank 14
R.T EstConc Area Relative to ISTD R.T.
8.305 6.50 ng/ul 288900 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 90
2 Indane 118 CO9H1e 000496-11-7 76
3 Deltacyclene 118 C9H1e 007785-10-6 68
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 904 (8.305 min): BN022373.D\data.ms (-896) (-) m/z 117.00 100.00%

117.0
5000
R RREEEE
390 63.0 91"0 Lm 146.0 8.00 8.20 8.40 8.60
ol Ll el e m/z 118,00 53.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000 L L B R B R
8.00 8.20 8.40 8.60
91.0 m/z 115.00  32.49%
o 39.0 650 148.0
\\\‘\\‘\\“\\‘\\’\\\\“\\‘}\‘\\\‘\\\\‘\i\\‘\\
miz—-> 20 60 80 100 120 140 160
Abundance #10181: Indane
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.00 16.29%
390 630 91"0 L“‘
0L b Ml
m/z--> 20 40 60 80 100 120 140 160
Abundance #10184: Deltacyclene e
117.0 8.00 8.20 8.40 8.60
m/z 63.00 9.16%
5000
39.0 91.0
65.0 ‘
0 “““‘H}‘wkﬂﬂj“ﬂ“ﬁi‘ﬂ“‘““““““‘
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

SFAM-EPA-BN101222.M Fri Oct 28 15:20:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzenamine, 3-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.846 4.37 ng/ul 193976  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 86
2 Benzylamine 107 C7HON 000100-46-9 76
3 Benzylamine 107 C7HOSN 000100-46-9 76
4 o-Toluidine 107 C7HOSN 000095-53-4 70
5 p-Aminotoluene 107 C7HON 000106-49-0 70
Abundance Scan 996 (8.846 min): BN022373.D\data.ms (-990) (-) m/z 105.95 100.00%
106.0
5000 79.0
43.0
AT TR
| ‘H N 137.0 8.60 8.80 9.00 9.20
] BE——— el 2069 167,00 73.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5844: Benzenamine, 3-methyl-
106.0
5000 L L L I A B
8.60 8.80 9.00 9.20
77.0 m/z 79.00 43.77%
O\\\‘%%'9“\57‘3}‘.\(‘)‘\‘\\\M}\\m\\‘}1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5811: Benzylamine
106.0
B ERBARRaES R
8.60 8.80 9.00 9.20
43.00 30.18%
5000 oo 29.0 m/z
o B L)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5812: Benzylamine e EREAREEE e
106.0 8.60 8.80 9.00 9.20

m/z 77.00  27.94%

5000

~
©
o

28\'0 535-0 h -
1 Lot Nl

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 unknown-04 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.940 5.74 ng/ul 255227  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 43
2 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 35
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 35
4 Benzenamine, 3-methyl- 107 C7HOSN 000108-44-1 35
5 4H-Pyran-4-one, 2-methoxy-6-methyl- 140 C7H803 004225-42-7 30
Abundance Scan 1012 (8.940 min): BN022373.D\data.ms (-1007) (-) m/z 69.00 100.00%
69.0
43.0
106.0
5000
T
‘ 140.1 8.60 8.80 9.00 9.20
0 L b 2070 s 43,00 76.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5844: Benzenamine, 3-methyl-
106.0
5000 L L L B R
8.60 8.80 9.00 9.20
77.0 m/z 106.00 58.46%
O \\\‘2\8\\()\‘\E\)m\“\‘\\\H‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5843: Benzenamine, 3-methyl-
106.0
RSB R RS TS S
8.60 8.80 9.00 9.20
5000 m/z 107.00 52.96%
77.0
o150, Ty b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5845: Benzenamine, 3-methyl- T T T R P
106.0 8.60 8.80 9.00 9.20
m/z 41.00 52.85%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

SFAM-EPA-BN101222.M Fri Oct 28 15:20:18 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.046 5.81 ng/ul 258334  1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 87
Abundance Scan 1030 (9.046 min): BN022373.D\data.ms (-1025) (-) m/z 119.05 100.00%
119.1
43.0
5000
65.0 1551 8.80 9.00 9.20 9.40
0 b 2220690 nyy 43,00 79.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 L B L I LN B
8.80 9.00 9.20 9.40
9L.0 m/z 121.00  62.12%
39.0 65.0 ‘ ‘
O \]-\\'5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\\\“H‘\\U"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
P e e e
8.80 9.00 9.20 9.40
5000 m/z 134.00 28.63%
91.0
39.0 65.0 ‘
LMt T O O
m/z--> 20 40 60 80 100 120 140 160 180 200 /\« /j\A //\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- “A“‘H,“H““m“
119.0 8.80 9.00 9.20 9.40
m/z 91.00 24.65%
5000
91.0
39 0 65 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Fenchone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.181 9.46 ng/ul 420280 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fenchone 152 C10H160 001195-79-5 53
2 2-Cyclopentene-1-carboxylic acid... 140 C8H1202 068317-73-7 50
3 Fenchone 152 C10H160 001195-79-5 50
4 Furan, 2-hexyl- 152 C10H160 003777-70-6 43
5 Furan, 2-[(ethylthio)methyl]- 142 C7H100S 002024-70-6 43
Abundance Scan 1053 (9.181 min): BN022373.D\data.ms (-1048) (-) m/z 81.05 100.00%
81.0
5000
41.0
| ‘ #_0 iy 10‘9'1 13‘7-0 8.80 9.00 9.20 9.40 9.60
0 Tl i L m/z 69.85  72.93%
miz--> 20 40 60 80 100 120 140
Abundance #29063: Fenchone
81.0
5000 T T T[T T T T[T T [TTrr]r1
8.80 9.00 9.20 9.40 9.60
41.0 m/z 73.85 50.70%
152.0
0 \1\5\.9 T ‘\‘\ \"”\ T \“\6‘3\. Tt \“l‘\ T ‘1\0\‘9\9 T \]\-3\4\.(‘)\ T ! ™
miz—-> 20 40 60 80 100 120 140
Abundance #21335: 2-Cyclopentene-1-carboxylic acid, 1-methyl-, me
81.0
R RRER AN o
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 33.93%
270 930
0L bbb il 2000 100
m/z--> 20 40 60 80 100 120 140
Abundance #29056: Fenchone R AAmEaaE
81.0 8.80 9.00 9.20 9.40 9.60
m/z 43.05 25.17%
5000
41.0
152.0
o150 | oyesd 190 T AW
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BN101222.M Fri Oct 28 15:20:25 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24

Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 23 1,2-Dihydrolinalool Concentration Rank 36

R.T EstConc Area Relative to ISTD R.T.
9.740 3.26 ng/ul 204496  Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Dihydrolinalool 156 C10H200 018479-51-1 72
2 1,2-Dihydrolinalool 156 C10H200 018479-51-1 72
3 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 64
4 1-Propanone, 1-(5-methyl-2-furan... 138 C8H1002 010599-69-6 50
51,2,3,1',2"',3"'-Hexamethyl-bicycl... 218 C16H26 051999-35-0 50

Abundance Scan 1148 (9.740 min): BN022373.D\data.ms (-1142) () | m/z 109.05 100.00%
09.

109.1
69.0
138.1 i

5000 41.0
‘ 9.50 10.00
91.0 : :
R “;w‘m“l““ A L2 L L mjz es.e5  68.83%
m/z--> 20 40 60 80 100 120 140
Abundance #32892: 1,2-Dihydrolinalool
109.0
69.0
5000 41.0 P =
138.0 9.50 10.00
m/z 73.05 58.11%
O \1\5\.0‘\”‘\\‘“\‘\\‘1“ \‘\H‘“\‘q?.o\‘\‘\\‘\\“\‘\\\“\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #32894: 1,2-Dihydrolinalool
109.0
S =
9.50 10.00
5000 73.0 m/z 41.05 44 ,28%

Abundance

5000

m/z-->

#20209: 2,4-Heptadienal, 2,4-

138.0

55.0
om_"3‘9‘@“u‘:‘_‘ww‘mH_“w“m_m
miz--> 20 40 60 80 100 120 140

dimethyl-

109.0 9.50 10.00

m/z 43.00 43.41%

400 o0 138.0 MJ\/\M
: ‘1‘8"0‘ L1 “i“‘ ‘\‘H‘ ‘ ‘\“‘\‘ ‘\““‘g‘l\‘.ﬂ\‘ Ll ““ — “‘ e — —
20 80 100 120 140 9.50 10.00

SFAM-EPA-BN101222.M Fri Oct 28 15:20:26 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 3-Pyridinecarboxamide, N-me... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.175 4.69 ng/ul 294025 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pyridinecarboxamide, N-methyl- 136 C7H8N20 000114-33-0 83
2 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 81
3 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 74
4 Benzene 78 C6H6 000071-43-2 70
5 Pyridine, 2-chloro- 113 C5H4CIN 000109-09-1 64
Abundance Scan 1222 (10.175 min): BN022373.D\data.ms (-1215) (- | m/z 78.00 100.00%
78.0
106.0
51.0 A o
‘ m ‘ | 10.00 10.50
oH‘ww‘,‘Www“mL_m“w_ww_mzf??q m/z 106.00  58.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18551: 3-Pyridinecarboxamide, N-methyl-
78.0 106.0
135.0
5000 51.0 e .
10.00 10.50
28.0 m/z 136.00  40.26%
O\\\‘1‘\!1\’\\“‘\‘\\\U“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5715: 2,4,6-Cycloheptatrien-1-one
78.0
T ‘ T /
10 00 10.50
5000 106.0 m/z 51.00 21.69%
51.0
o |
oH‘wHH,‘m_H“HH_u‘wwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #5716: 2,4,6-Cycloheptatrien-1-one T
78.0 10 00 10.50
106.0 m/z 95.00 20.99%
5000
Il MM
0
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.499 6.17 ng/ul 387038 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexene, 3,5,5-trimethyl- 126 C9H18 026456-76-8 22
2 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 16
3 2-Hexene, 5,5-dimethyl-, (Z)- 112 C8H16 039761-61-0 14
4 4-Decene, 2,2-dimethyl-, (E)- 168 C12H24 ©55534-69-5 10
5 2-Hexene, 2,5,5-trimethyl- 126 C9H18 040467-04-7 10
Abundance Scan 1277 (10.499 min): BN022373.D\data.ms (-1267) (|  m/z 57.05 100.00%
57.0
83.0 110.1 135.0 ‘10f50‘
0k 380 ML b L 2070 s 4165 39.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13230: 2-Hexene, 3,5,5-trimethyl-
57.0
5000 T
10.50
29.0 m/z 55.00 24.27%
O\‘\‘\‘\\““\\\“‘\“\‘\“\\8‘3\.\0\\‘\\‘\\J-‘z\?.\()\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59091: Decane, 2,2,3-trimethyl-
57.0
—
10.50
5000 m/z 83.05 13.23%
29.0 126.0
o 0L L B0 00 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7652: 2-Hexene, 5,5-dimethyl-, (2)- —
57.0 10.50
m/z 56.00 12.09%
5000
29.0
| “ 97.0
NN LSS N S B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 unknown-05 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.981 2.88 ng/ul 180320 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Geijerene 162 C12H18 006902-73-4 43
2 1,4-Cyclohexadiene, 1-methyl- 94 C7H10 004313-57-9 38
3 1,4-Cyclohexadiene, 1-methyl- 94 C7H1e 004313-57-9 38
4 1,3,5-Heptatriene, (E,E)- 94 C7H1e 017679-93-5 30
5 Dimethyl sulfone 94 C2H602S 000067-71-0 27
Abundance Scan 1529 (11.981 min): BN022373.D\data.ms (-1521) (- | m/z 79.05 100.00%
79.0
5000
—
12.00
0! m/z 72.10 98.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37899: Geijerene
79.0
5000 IR
12.00
147.0 m/z 94.05 56.59%
41.0 ‘105.0
O\H‘\‘\\\“‘HWM\‘\MH\ \\1“\‘\H‘\Hw‘\\\h\‘\M\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #2944: 1,4-Cyclohexadiene, 1-methyl-
79.0
s acucn
12.00
5000 ITI/Z 91.05 35.19%
39.0
o150y L yee |
m/z--> 20 40 60 80 100 120 140 160
Abundance #2947: 1,4-Cyclohexadiene, 1-methyl- —
79.0 12.00
m/z 168.10 35.04%
5000
39.0
o""“""M“:M‘“u‘“"m‘wmwm‘mwm FAUrYIvY
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 Phenol, p-tert-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.116 14.69 ng/ul 920880  Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 87
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 76
Abundance Scan 1551 (12.110 min): BN022373.D\data.ms (-1541) (- m/z 135.00 100.00%
135.0
5000 107.0
— —
41.0 77.0 ‘ 12.00 12.50
O e b A L1681 2068 ) 167 00 41.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 — e
107.0 12. 00 12.50
410 70 m/z 150.0 18.03%
O 15 o i “ \ ‘ ‘\
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
12 00 12 50
5000 94.95 14.65%
107.0
410 770 ‘
- NIRRT M1 SR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27480: Phenol, m-tert-butyl-
135.0 12 00 12 50
41.05 11.37%
5000 107.0
41.0 77.0
S ELC I S O
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 36 1,3-Dibutoxy-2-propanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.240 10.24 ng/ul 874232  Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dibutoxy-2-propanol 204 C11H2403 002216-77-5 80
2 3-Butoxy-1,2-propanediol 148 C7H1603 000624-52-2 50
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 23
4 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 12
5 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 10
Abundance Scan 1743 (13.240 min): BN022373.D\data.ms (-1738) (- | m/z 57.05 100.00%
57.0 ﬁ
5000
87.0
13 00 13 50
114.1
o —E m‘“ b 1501 18512089 n/z 60.95  30.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79601: 1,3-Dibutoxy-2-propanol
57.0
5000 —— ——
13. 00 13.50
87.0 m/z 25.39%
29 0
0 Ll 180 150 s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26704: 3-Butoxy-1,2-propanediol
57.0
13 00 13 50
5000 m/z 87.0 19.12%
29.0 87.0
. e
0 \H‘\‘1‘\\“H\\Ui\H“‘\‘\‘\H‘\H\“\m‘mwuwm‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5035: 3,3-Dimethylbutane-2-ol 1 :
57.0 13. 00 13 50
m/z 58.0 17.60%
5000
29.0 87.0
0 — ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 38 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.116 6.44 ng/ul 533765 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methedrone 193 C11H15N02 000530-54-1 43
2 Ethanethiol, 2-(dimethylamino)- 105 C4H11NS 000108-02-1 38
3 Amine, dimethyl-2-phosphinoethyl- 105 C4H12NP 161944-90-7 38
4 Acetamide, N-(2-butyl)-N-methyl- 129 C7H15NO 1000463-98-7 38
5 2-Butanol, 1-(dimethylamino)- 117 C6H15NO 003760-96-1 38
Abundance Scan 2232 (16.116 min): BN022373.D\data.ms (-2225) (| m/z 58.05 100.00%
58.0
91.0
5000
— —
16.00 16.50
0! m/z 91.00 65.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67714: Methedrone
58.0
5000 = A
16.00 16.50
m/z 147.00 20.76%
‘ 92.0 135.0
O \\\‘\\\\‘h\\‘\\“‘w\\\‘\\1\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5558: Ethanethiol, 2-(dimethylamino)-
58.0
\ T ‘ T T ‘ T
16.00 16.50
5000 ITI/Z 65.00 18.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5560: Amine, dimethyl-2-phosphinoethyl- — T —r—
58.0 16.00 16.50
m/z 155.00 17.66%
5000
30.0 H 105.0 /L
) O A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 39 2(3H)-Benzothiazolone Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.304 4.40 ng/ul 364106 Phenanthrene-di0 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 91
3 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 47
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 38

Abundance Scan 2264 (16.304 min): BN022373.D\data.ms (-2259) (- m/z 151.00 100.00%

151.0
96.0
123.0
5000
69.0

45, ‘ 1600 1650
] I ‘m” bt L2780 s 9600 75.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000

1600 1650

m/z 123.00 60.57%

450 690
\%\4\(‘)\1\\““\‘\”1\‘m\h\““\\\‘\h‘\\\\‘M‘\\\‘\\1‘\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28644: 2(3H)-Benzothiazolone
151.0

[ \
16.00 16. 50

o

5000 96.0 123.0 m/z 69.00 %
45.0 69.0
o) T AN PN R ES—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0 1600 1650
m/z 70.00 %
5000
96.0 1230
450 70.0 ‘ ‘
1 Y PP NI NI ‘SRR
m/z--> 20 40 60 80 100 120 140 160 180 1600 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 unknown-07 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.663 4.24 ng/ul 351105 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 46
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 46
3 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 38
4 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 38
5 Pyrido[3,4-d]pyrimidine-2,4(1H,3... 191 C9H9N302 022389-87-3 38
Abundance Scan 2325 (16.663 min): BN022373.D\data.ms (-2316) (- m/z 191.10 100.00%
191.1
5000 43.0 91.0 1100 //\/\
147.0 : a—
‘ ‘ ‘H ‘ ‘ 16.50 17.00
0 m_m‘iu “M ‘M b “}‘mwh bl u‘wﬂ n“ 12211 7 183,10 60.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82738: 2,4-Di-tert-butylphenol
191.0
5000 — —e
16.50 17.00
57.0 43.00 43.45%
oL 200, | | 9101150130010830 | |
\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82735: 2,4-Di-tert-butylphenol
191.0
—— —
16.50 17.00
5000 91.00 38.48%
57.0
29.0 91.0 163.0
oL 118013091930 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82765: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0 16 50 17 00
m/z 206.10 37.84%
5000
57.0
290, 910 1350 1630 |
O b et e et e o bl —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16 50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 41 4-Hydroxy-N,N-dimethylbenze... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
18.051 5.37 ng/ul 445252  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Hydroxy-N,N-dimethylbenzenesul... 201 C8H11NO3S 015020-57-2 99
2 3-Buten-2-one, 4-(2-furanyl)- 136 C8H802 000623-15-4 27
3 2,2-Difluoropropionic acid 110 C3H4F202 000373-96-6 12
4 3-Chloro-6-methylpyridazine 128 C5H5CIN2 001121-79-5 12
5 Dichloroacetic acid, pent-2-en-4... 192 C7H6C1202 1000299-43-1 10
Abundance Scan 2561 (18.051 min): BN022373.D\data.ms (-2555) (- m/z 93.00 100.00%
44.0 93.0
157.0 2010
5000
oo
127. ’
o — u‘ ! w‘”wm Rl 2341 28L0 o a465  92.97%
miz--> 50 100 150 200 250
Abundance #77113: 4-Hydroxy-N,N-dimethylbenzenesulfonamide
44.0 93.0
157.0  201.0
5000 = :
18.00
m/z 65.00 59.47%
O T T ‘\ ‘1“ i“‘ \‘h‘\ \‘ \“‘ \’12\4\.q\‘ ‘ “\ T T T i“ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #18746: 3-Buten-2-one, 4-(2-furanyl)-
65.0 121.0
N \
18.00
5000 m/z 201.00 58.60%
m/z--> 50 100 150 200 250
Abundance #6390: 2,2-Difluoropropionic acid e ‘
65.0 18.00
m/z 157.00  55.05%
5000
28.0 ‘
oLl “““““9‘5"‘0‘ - M v “"VJ\“"/\/
m/z--> 50 100 150 200 250 18.00

SFAM-EPA-BN101222.M Fri Oct 28 15:20:33 2022 Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 Quinoline Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.416 5.83 ng/ul 482930  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline 129 C9H7N 000091-22-5 53
2 Isoquinoline 129 C9H7N 000119-65-3 50
3 Quinoline 129 CY9H7N 000091-22-5 50
4 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 50

5 Acetamide, 2-(4-methyl-1,2,4-tri... 298 C10H14N60S2 312531-12-7 45

Abundance Scan 2623 (18.416 min): BN022373.D\data.ms (-2618) (- m/z 129.00 100.00%
129.0
5000
18.50
210.1 .
390 770 157.1
0 ,mwwkummH“:_M‘;ﬂuwww“WHW??‘?:%H m/z 128.00 18.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15005: Quinoline
129.0
5000 N
18.50
m/z 156.05 18.29%
10 a0 |
O’\\H‘\\{\“!‘\\“\H‘HH“\‘H\‘H\\‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15006: Isoquinoline
129.0
-
18.50
5000 ITI/Z 127.00 12.85%
51\'0 u 10#0 ‘\
Ot bbbl e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #15001: Quinoline I
129.0 18.50
m/z 130.00 12.14%
5000
51.0 10¥0
0,‘HWHW¢MNMHHM‘H_‘H_H‘_HW‘HWH‘WH‘WHH‘HH_‘ AN
m/z--> 20 40 60 80 100120140160180200220240260 280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 2-Phenyl-2-(prop-2-en-1-yl)... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
18.522 3.69 ng/ul 305469  Phenanthrene-die 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenyl-2-(prop-2-en-1-yl)pent-... 197 C14H15N 028049-67-4 64
2 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 50
3 Isoquinoline 129 C9H7N 000119-65-3 47
4 1-Deuteronaphthalene 129 C10H7D 000875-62-7 47
5 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 42

Abundance Scan 2641 (18.522 min): BN022373.D\data.ms (-2636) (- m/z 129.00 100.00%

129.0
5000
[N T

18.50

1 770 i

ol 2L p‘Wﬂlv“§9°“‘2451“‘ 28LU /7 156.05  26.25%
miz--> 50 100 150 200 250

Abundance  #72727: 2-Phenyl-2-(prop-2-en-1-yl)pent-4-enenitrile

129.0

>

5000 A :
18.50

m/z 128.00  18.10%

39.0 770 197.0
O\‘”\\L“\\L\ y
m/z--> 50 100 150 200 250
Abundance #15018: Benzeneacetonitrile, .alpha.-methylene-
129.0
—

18.50

5000 m/z 130.00 11.92%
51.0
01180 |, 1890 “1 o
miz--> 50 100 150 200 250
Abundance #15009: Isoquinoline i ‘
129.0 18.50

m/z 127.00  11.64%

5000
51.0 ‘
98
0 }“ A ‘\Hn‘ ‘ ‘?p : ! —

miz--> 50 100 150 200 250 18.50

I=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 44 Benzeneacetic acid, .alpha.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.569 10.79 ng/ul 893695 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 56
2 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 50
3 Quinoline 129 C9H7N 000091-22-5 50
4 1-Deuteronaphthalene 129 C10H7D 000875-62-7 47
5 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 45

Abundance Scan 2649 (18.569 min): BN022373.D\data.ms (-2643) (- m/z 129.00 100.00%

129.0
5000
156.1

1850
77.0
o‘Hgﬂg‘wm‘uu‘WH‘wWLquwuu4§§4$%9}u?ﬁ§?wu“ m/z 156.10  27.28%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #108949: Benzeneacetic acid, .alpha.-cyano-4-(cyanome
129.0
156.0 jk
5000 A ‘
18.50
m/z 128.00  18.25%
29 101.0 184.0
O ‘\H\‘H\6\“\\\‘”‘\\H‘\H\‘\‘“H‘H\‘\‘\\\\‘1\\\‘\\\\2‘2\\8\\()‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #179522: Quinolinium, 1-ethyl-, iodide
129.0
T
1850
5000 156.0 m/z 130.00  11.49%

o

51.0 102.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #15005: Quinoline

129.0 18.50
m/z 127.00  10.49%

5000
102.0
51.0 ‘ ‘
0 ‘ b L ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1850

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 unknown-08 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.480 4.44 ng/ul 361011 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-methyl-4,6-quinolinediamine, T... 245 C13H19N3Si 1000474-39-3 38
2 2-Carbaldehyde-4-hydroxyquinolin... 245 C13H15N02Si 1000463-11-7 25
3 Naphthalene, 2-ethoxy- 172 C12H120 000093-18-5 25
4 Oxalic acid, monoamide, N-(2-oct... 229 C12H23NO3 1000309-47-1 15
5 Ethanone, 1-[1,2,3,4-tetrahydro-... 270 C16H18N202 329070-90-8 15
Abundance Scan 2804 (19.480 min): BN022373.D\data.ms (-2799) (|  m/z 212.15 100.00%
21p.
245.2
144.0
57.0
5000 103.0
—r—
8.0‘ ‘ 19.50
0’ L klal L 280 530 00 03.18%
miz--> 50 100 150 200 250
Abundance #129367: 2-methyl-4,6-quinolinediamine, TMS derivative
230.0
5000 ]
19.50
m/z 245.15 80.79%
730 11501450  200.0
430 NsTBwYE i
[ m— ‘h‘ T N ‘ . " ‘m‘ ' M‘h‘ \‘\ . \H“\‘ e
miz--> 50 100 150 200 250
Abundance #129364: 2-Carbaldehyde-4-hydroxyquinoline, trimethylsi
230.0
s
19.50
5000 m/z 144.00 73.78%
128.0
43.0 73.0 ‘ 186.0 ‘ ‘
[o ] M—" ‘H T ‘H\‘ I “‘h‘ I “\m‘ H‘ ‘\ ““ i“ Ll ‘\‘ ,
m/z--> 50 100 150 200 250
Abundance #47422: Naphthalene, 2-ethoxy-
144.0 1950
m/z 57.05 60.24%
B M\JULWJ
oL 280 630 11JM 174.0
e e ——
m/z--> 50 100 150 200 250 19,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 3-Chloro-5,5-dimethylcycloh... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.004 11.53 ng/ul 936926  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Chloro-5,5-dimethylcyclohex-2-... 215 C9H14CIN30 1000185-25-7 86
2 5,5,-Diethyl-4-thioxodihydropyri... 200 C8H12N202S 1000306-76-3 22
3 Ile-Ile-Ile, N,N',N"-trimethyl-N... 499 C26H49N306 1000454-85-6 22
4 2,4,4,6-Tetramethyl-1,4-dihydrop... 187 C11H13N3 001539-51-1 18
5 1-Naphthol, 6,7-dimethyl- 172 C12H120 031776-14-4 18
Abundance Scan 2893 (20.004 min): BN022373.D\data.ms (-2886) (- m/z 172.10 100.00%
172.1
w ) ) }L
43.0 e :
S Hh\ Ll 3270 2020
O rrhpthebo bbb bl L UL 3270 myz 240.20 47.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93549: 3-Chloro-5,5-dimethylcyclohex-2-en-1-one carba
172.0
5000 390 910 N T \
20.00
m/z 273.15 45.76%
0 h““r‘““i' ‘\\h\"‘“\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #76303: 5,5,-Diethyl-4-thioxodihydropyrimidine-2,6-dione
172.0
/\\ T ‘ T ‘
20.00
5000 m/z 258.15 44 .67%
59.0 114.F
0 "‘W“\mn”h‘“;“m‘u R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #337858: lle-lle-lle, N,N',N"-trimethyl-N-ethoxycarbonyl-, —— !
172.0 20.00
m/z 200.05 33.48%
5000 //t
100.0
42.0
0 ‘J‘u\un“eu“ﬂlum‘m‘,u"“2‘79:9‘3"2‘?'2‘m,m“‘5‘4"9‘ TN A
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 unknown-09 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
20.063 3.26 ng/ul 265269  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (methylenecyclopropyl)- 130 CleH1e 029817-09-2 47
2 1,4-Dihydronaphthalene 130 CleH1e 000612-17-9 43
3 Naphthalene, 1,2-dihydro- 130 C1eH1e 000447-53-0 43
4 2-Methylindene 130 C1eH1e 002177-47-1 43
5 6-IT 174 C11H14N2 021005-63-0 42
Abundance Scan 2903 (20.063 min): BN022373.D\data.ms (-2900) (- m/z 129.00 100.00%
129.0
56.0 — :
H ‘ 185.1 2280 20.00
obrsblat b Al 1] 2280267.0 3409 ;931,00 71.64%
m/z--> 50 100 150 200 250 300 350
Abundance #15049: Benzene, (methylenecyclopropyl)-
129.0
5000 = ‘
20.00
m/z 130.05 60.84%
39.0 770
O\\‘\‘\j\mf“h\‘\“h‘\‘\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #15036: 1,4-Dihydronaphthalene
130.0
T \
20.00
5000 m/z 128.00 35.15%
51.0
oHm;‘w“wﬁﬂw“h_WWH,HH_HW
m/z--> 50 100 150 200 250 300 350
Abundance #15043: Naphthalene, 1,2-dihydro- R ‘
130.0 20.00
m/z 115.00 24 .44%
51.0
obrfif SEL
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 50 Benzene, 1,3-hexadienyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
20.180 3.83 ng/ul 311089  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 60
2 (1-Ethylbuta-1,3-dienyl)benzene 158 C12H14 1000210-05-6 55
3 1,3-Dimethyl 2-[2-(2-methylpheny... 248 C14H1604 1000445-14-3 53
4 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 49
5 1-Acetamidoquinolinium iodide 314 C11H11IN20 007170-20-9 47
Abundance Scan 2923 (20.180 min): BN022373.D\data.ms (-2914) (- m/z 129.00 100.00%
129.0
- J\JVAJ\Aﬂu\AVXJ\J
56.0 183.1 T 1
1 5081 20.00 20.50
[ S ‘MM‘ pdo L LT 28LY 8560 ) 108,00 37.38%
m/z--> 50 100 150 200 250 300 350
Abundance #34716: Benzene, 1,3-hexadienyl-
129.0
5000 SELE S
20.00 20.50
m/z 157.05  35.43%
91.0 ‘
04 \“‘\ ‘\‘.i‘”\h‘\“”i ‘\‘ ‘“‘\h\‘ \h““\ L et B
miz--> 50 100 150 200 250 300 350
Abundance #34729: (1-Ethylbuta-1,3-dienyl)benzene
129.0
—T —
20.00 20.50
5000 m/z 130.00 28.50%
39.0 77.0 ‘
bbby |
m/z--> 50 100 150 200 250 300 350
Abundance #133082: 1,3-Dimethyl 2-[2-(2-methylphenyl)ethylidene]p = ==L
129.0 20.00 20.50
m/z 131.00 22.58%
5000 184.0
15.0 59.0 ‘ ‘ 248.0
Y AR W O P A N N — VL -
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 2-Oxepincarboxylic acid, 4,... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
20.221 4.41 ng/ul 358522  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 50
2 2-Oxepincarboxylic acid, 4,7-dih... 270 C16H1404 1000142-99-5 50
3 2-Naphthonitrile, 5,6,7,8-tetrah... 157 C11H11N 017104-67-5 49
4 Benzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 43
5 2-Quinolinecarboxylic acid, meth... 187 C11H9NO2 019575-07-6 40

Abundance Scan 2930 (20.222 min): BN022373.D\data.ms (-2926) (- m/z 129.00 100.00%

129.0
5000
201.1 ‘ ‘

56.0 ‘ ‘ 20,00 2050
- o8 920 | 1,1850 | 24222821 35 ., 15719  51.27%
mize> 50 100 150 200 250 300 350
Abundance #34716: Benzene, 1,3-hexadienyl- ka’j\NgAA‘
120.0
5000 e ——

20.00 20.50
m/z 128.00  35.73%

390 91.0 ‘
T “\ ‘\‘ i ‘\h T “H\ ‘\‘ L h\ \h‘ ‘ “\ L ‘ L ‘ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #160896: 2-Oxepincarboxylic acid, 4,7-dihydro-7-oxo0-6-p
129.0

T
20.00 20.50

o

41.0
m/z 130.00 31.95%
5000 185.0 /
77.0 ‘ 229.0 570 o

0l ‘n w Ak \\L y h‘u‘ " ‘\H‘ oL \‘\ i “ . ! A

m/z--> 50 100 150 200 250 300 350
Abundance #34095: 2-Naphthonitrile, 5,6,7,8-tetrahydro- = ==L
129.0 20.00 20.50

m/z 115.00  23.05%

5000
63.0
[ I R “

T - S
miz--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acq On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 52 2-Propenoic acid, 3-(4-meth... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.498 4.93 ng/ul 400932  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 97
2 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 93
3 2-Ethylhexyl trans-4-methoxycinn... 290 C18H2603 083834-59-7 91
4 2-Propenoic acid, 3-(4-methoxyph... 290 C18H2603 005466-77-3 91
5 2-Propenoic acid, 3-(4-methoxyph... 178 C10H1003 000830-09-1 70
Abundance Scan 2977 (20.498 min): BN022373.D\data.ms (-2972) (- | m/z 43.00 100.00%
43.0 178.1
5000
910 1330 —
‘ ‘ ' 219.1 262.1 20.50
- b Lp s L 3209 sz 178.05 88.29%
m/z--> 50 100 150 200 250 300 350
Abundance #186775: 2-Propenoic acid, 3-(4-methoxyphenyl)-, 2-ethy
178.0
5000 1
20.50
410 133.0 m/z 161.00 56.81%
vl 290.0
O\\‘\‘\“\w‘\U”“‘\“\‘\“\‘\‘\\\‘\\\\‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #186774: 2-Propenoic acid, 3-(4-methoxyphenyl)-, 2-ethy
178.0
=
20.50
5000 m/z 71.00 23.03%
133.0
41.0 900 H 290.0
SR VO O R T N S
m/z--> 50 100 150 200 250 300 350
Abundance  #186763: 2-Ethylhexyl trans-4-methoxycinnamate ——
178.0 20.50
m/z 133.00 21.05%
” W\Lﬂ¥
134.0 290.0
0200 700 T L 2200 |
e e ——
m/z--> 50 100 150 200 250 300 350 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102922\
Data File : BN@22373.D

Acqg On : 27 Oct 2022 22:24
Operator : CG/JU

Sample : N5232-09

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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|
Triethylamine 3.028 19.5 ng/ul 867595 1 7.934 888770 20.0
unknown-01 5.605 5.5 ng/ul 246148 1 7.934 888770 20.0
3-Octanone 6.575 14.7 ng/ul 654457 1 7.934 888770 20.0
Benzene, propyl- 6.893 5.8 ng/ul 257442 1 7.934 888770 20.0
unknown-02 7.628 10.4 ng/ul 459851 1 7.934 888770 20.0
Benzene, 1,2,3-... 8.046 3.3 ng/ul 147011 1 7.934 888770 20.0
unknown-03 8.128 13.0 ng/ul 576257 1 7.934 888770 20.0
Benzeneethanol,... 8.305 6.5 ng/ul 288900 1 7.934 888770 20.0
Benzenamine, 3-... 8.846 4.4 ng/ul 193976 1 7.934 888770 20.0
unknown-04 8.940 5.7 ng/ul 255227 1 7.934 888770 20.0
Benzene, 1l-ethy... 9.046 5.8 ng/ul 258334 1 7.934 888770 20.0
Fenchone 9.181 9.5 ng/ul 420280 1 7.934 888770 20.0
1,2-Dihydrolina... 9.740 3.3 ng/ul 204496 2 10.757 1253740 20.0
3-Pyridinecarbo... 10.175 4.7 ng/ul 294025 2 10.757 1253740 20.0
(DEL) Alkane: S... 10.499 6.2 ng/ul 387038 2 10.757 1253740 20.0
unknown-@5 11.981 2.9 ng/ul 180320 2 10.757 1253740 20.0
Phenol, p-tert-... 12.110 14.7 ng/ul 920880 2 10.757 1253740 20.0
1,3-Dibutoxy-2-... 13.240 10.2 ng/ul 874232 3 14.610 1706700 20.0
unknown-06 16.116 6.4 ng/ul 533765 4 17.369 1656910 20.0
2(3H)-Benzothia... 16.304 4.4 ng/ul 364106 4 17.369 1656910 20.0
unknown-07 16.663 4.2 ng/ul 3511085 4 17.369 1656910 20.0
4-Hydroxy-N,N-d... 18.051 5.4 ng/ul 445252 4 17.369 1656910 20.0
Quinoline 18.416 5.8 ng/ul 482930 4 17.369 1656910 20.0
2-Phenyl-2-(pro... 18.522 3.7 ng/ul 305469 4 17.369 1656910 20.0
Benzeneacetic a... 18.569 10.8 ng/ul 893695 4 17.369 1656910 20.0
unknown-08 19.480 4.4 ng/ul 361011 5 21.563 1625240 20.0
3-Chloro-5,5-di... 20.004 11.5 ng/ul 936926 5 21.563 1625240 20.0
unknown-09 20.063 3.3 ng/ul 265269 5 21.563 1625240 20.0
Benzene, 1,3-he... 20.180 3.8 ng/ul 311089 5 21.563 1625240 20.0
2-Oxepincarboxy... 20.221 4.4 ng/ul 358522 5 21.563 1625240 20.0
2-Propenoic aci... 20.498 4.9 ng/ul 400932 5 21.563 1625240 20.0

SFAM-EPA-BN101222.M Fri Oct 28 15:20:42 2022 36



