LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acqg On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc :

ALS Vvial : 93 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_ P\Methods\SFAM-EPA-BP101122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12122.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.070 11 14 32 rVB 596734 853287 9.29% 0.738%
2 3.617 103 107 117 rVB 204943 272409 2.97% 0.236%
3 3.693 117 120 133 rBV 946044 1465130 15.96% 1.267%
4 3.840 142 145 154 rVB 121621 154976 1.69% 0.134%
5 4.017 169 175 192 rVB 6329651 8837682 96.26% 7.645%
6 5.152 356 368 383 rBV 1184905 1834643 19.98% 1.587%
7 5.475 417 423 433 rBV 2619769 5310467 57.84% 4.594%
8 5.558 433 437 443 rVB2 77384 116121 1.26% ©0.100%
9 5.764 459 472 480 rBV3 40557 109540 1.19% 0.095%
10 5.846 480 486 499 rVB 1666942 2607274 28.40% 2.255%
11 6.511 589 599 606 rBV3 116196 216539 2.36% 0.187%
12 6.822 641 652 664 rBV5 45573 119020 1.30% 0.103%
13 6.928 664 670 674 rBV 225197 346367 3.77% ©.300%
14 6.993 674 681 682 rVw3 119111 174989 1.91% 0.151%
15 7.017 682 685 689 rVW 259487 440901 4.80% ©0.381%
16 7.064 689 693 697 rVB2 234173 393896 4.29% 0.341%
17 7.111 697 701 706 rVB3 75580 113499 1.24% 0.098%
18 7.181 706 713 718 rBV 1053764 1647231 17.94% 1.425%
19 7.228 718 721 725 rVB 220916 297070 3.24% 0.257%
20 7.275 725 729 737 rVB 192175 294772 3.21% 0.255%
21 7.381 737 747 758 rBV 950163 1733988 18.89% 1.500%
22 7.487 758 765 771 rVB 423475 705565 7.68% 0.610%
23 7.552 771 776 781 rVB3 106973 165366 1.80% ©0.143%
24 7.846 816 826 831 rBV 828330 1412712 15.39% 1.222%
25 7.958 839 845 855 rBV 353230 576000 6.27% ©.498%
26 8.046 855 860 865 rBV 164370 231638 2.52% 0.200%
27 8.216 881 889 895 rBV2 524436 1037413 11.30% ©.897%
28 8.287 895 901 908 rBV2 1080163 2265893 24.68% 1.960%
29 8.393 915 919 926 rVB 78138 116549 1.27% 0.101%
30 8.475 926 933 941 rBV 1964962 3174895 34.58% 2.746%
31 8.563 941 948 954 rVB 751618 1174944 12.80% 1.016%
32 8.634 954 960 962 rBV2 124056 228087 2.48% 0.197%
33 8.852 991 997 1004 rVB3 77655 147883 1.61% 0.128%
34 8.952 1004 1014 1019 rBV 157056 249803 2.72% 0.216%
35 9.016 1019 1025 1034 rBV 1028861 1912645 20.83% 1.654%

36 9.081 1034 1036 1046 rVv4 121296 226115 2.46%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acqg On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc :

ALS Vvial : 93 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_ P\Methods\SFAM-EPA-BP101122.M
Title : SVOA CALIBRATION
37 9.169 1046 1051 1061 rVB 343437 530738 5.78% ©.459%
38 9.281 1062 1070 1079 rVBS5 48677 116144 1.26% 0.100%
39 9.475 1097 1103 1109 rVB 93593 156677 1.71% 0.136%
40 9.534 1109 1113 1120 rBV 72486 114925 1.25% 0.099%
41  9.640 1124 1131 1136 rBV2 87418 166359 1.81% 0.144%
42 9.740 1136 1148 1160 rBV 832143 1622417 17.67% 1.403%
43 9.899 1171 1175 1180 rVB 93080 133129 1.45% 0.115%
44 10.069 1197 1204 1212 rVV5 195415 508052 5.53% ©0.439%
45 10.146 1212 1217 1222 rVV3 71439 113185 1.23% 0.098%
46 10.275 1229 1239 1248 rBV 1246812 2294913 25.00% 1.985%
47 10.469 1268 1272 1277 rVB2 74045 110931 1.21% ©.096%
48 10.657 1296 1304 1308 rVV 1094556 1860067 20.26% 1.609%
49 10.705 1308 1312 1316 rVV 376878 656638 7.15% 0.568%
50 10.746 1316 1319 1322 rVV 201637 333062 3.63% 0.288%
51 10.805 1322 1329 1343 rVB2 4907459 9181362 100.00% 7.942%
52 11.069 1359 1374 1379 rBV5 129545 382578 4.17% 0.331%
53 11.257 1399 1406 1414 rVvv4 121918 304438 3.32% 0.263%
54 11.675 1473 1477 1483 rVVv4 59555 117476  1.28% 0.102%
55 11.740 1483 1488 1494 rVV 261538 412859 4.50% ©.357%
56 11.999 1522 1532 1538 rBV 530912 1372365 14.95% 1.187%
57 12.316 1578 1586 1597 rVB2 179161 329139 3.58% 0.285%
58 12.475 1599 1613 1615 rvv8 59121 167888 1.83% 0.145%
59 12.534 1619 1623 1631 rVB 260144 427916 4.66% 0.370%
60 13.093 1713 1718 1721 rVV3 84136 139438 1.52% 0.121%
61 13.134 1721 1725 1731 rVB 149633 210245 2.29% 0.182%
62 13.910 1851 1857 1864 rVV 2063388 2861021 31.16% 2.475%
63 13.975 1864 1868 1877 rVB 261396 420933  4.58% 0.364%
64 14.193 1899 1905 1914 rVV 2530643 3801405 41.40%  3.288%
65 14.287 1917 1921 1935 rVB3 48662 124358 1.35% ©0.108%
66 14.498 1949 1957 1965 rBV2 1616542 2805865 30.56% 2.427%
67 14.557 1965 1967 1976 rVB 138472 204913  2.23% 0.177%
68 14.716 1988 1994 2004 rBV 158678 329815 3.59% 0.285%
69 14.898 2019 2025 2032 rVB 48891 127059 1.38% 0.110%
70 15.493 2120 2126 2133 rBV2 3789226 5968950 65.01% 5.163%

71 15.616 2142 2147 2153 rBV 821688 1102312 12.01% ©0.954%
72 16.010 2208 2214 2222 rBV4 234935 451990 4.92% 0.391%
73 16.192 2241 2245 2249 rVV 138063 215663 2.35% ©.187%
74 16.234 2250 2252 2265 rVB1le 64875 140768 1.53% ©0.122%
75 16.557 2300 2307 2313 rVB 247497 363147 3.96% ©.314%

76 17.004 2378 2383 2389 rVB3 67682 111955 1.22% 0.097%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acqg On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc :

ALS Vvial : 93 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_ P\Methods\SFAM-EPA-BP101122.M

Title : SVOA CALIBRATION

77 17.216 2414 2419 2422 rBV 547538 729048 7.94% 0.631%
78 17.257 2422 2426 2437 rVB 1788461 2622052 28.56% 2.268%
79 17.357 2437 2443 2450 rBV 3378289 4994059 54.39% 4.320%
80 17.634 2484 2490 2494 rVB2 72170 116661 1.27% 0.101%
81 17.781 2511 2515 2519 rW 90468 110934 1.21% 0.096%
82 17.934 2536 2541 2546 rVB3 79215 148367 1.62% 0.128%
83 18.139 2572 2576 2584 rVB 124866 165418 1.80% ©0.143%
84 18.286 2597 2601 2609 rBV 271985 353776  3.85% 0.306%
85 18.386 2612 2618 2620 rVV 232643 324711  3.54% 0.281%
86 18.434 2620 2626 2632 rVB 382284 701960 7.65% 0.607%
87 19.110 2738 2741 2747 rVWW 163886 227504  2.48% 0.197%
88 19.316 2772 2776 2782 rBV3 162927 206307 2.25% 0.178%
89 19.375 2782 2786 2798 rVVv2 123567 211786 2.31% 0.183%
90 19.592 2818 2823 2828 rBV 4748016 6182136 67.33% 5.348%
91 19.639 2828 2831 2841 rVB 692015 867586 9.45% 0.750%
92 19.828 2861 2863 2869 rVB3 109831 141041 1.54% 0.122%
93 20.033 2895 2898 2902 rBV 101062 112076 1.22% 0.097%
94 20.086 2904 2907 2916 rVB7 109622 243095 2.65% ©.210%
95 20.298 2940 2943 2948 rVB 188992 227701  2.48% 0.197%
96 20.451 2966 2969 2973 rBV 129371 158730 1.73% 0.137%
97 21.345 3116 3121 3127 rBV 2664035 3331648 36.29% 2.882%
98 21.469 3138 3142 3146 rBV 523391 689431 7.51% ©.596%
99 23.610 3499 3506 3517 rVB2 3685408 7301536 79.53% 6.316%
100 23.763 3526 3532 3544 rVB2 1837788 3677496 40.05% 3.181%

Sum of corrected areas: 115603463
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012122.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.070 12.08 ng/ul 853287 1,4-Dichlorobenzene-d4 7.846

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 87
4 Triethylamine 101 C6H15N 000121-44-8 87
5 Tetraethylammonium chloride 165 C8H20CIN 000056-34-8 72
Abundance  Scan 14 (3.070 min): BP012122.D\data.ms (-11) (-) m/z 86.10 100.00%
86.1

%

5000
T
‘ 1 0 2222281 1 344.2 90,3 93 3.103.203.303.403.50
151. . 1.1 344. 429. 523.4 o
Ol b RE P SEE A0SR A 292 2830 m/z 58.10  26.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4650: Triethylamine
86.0
5000 T[T T T[T T[T T T T TTT
3.103.203.303.403.50
m/z 101.15 16.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4648: Triethylamine
86.0
R RN RARRRREEEE LY
3.103.203.303.403.50
5000 m/z 42.05 7.68%
2.0‘
o‘”,ll,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4649: Triethylamine  RRRARRNRRRRNESRENRASEEuN
86.0 3.103.203.303.403.50
m/z 44.05 7.34%
5000

R

250

] S R SRS RERREES
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

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 3 2-Pentanol, 4-methyl- Concentration Rank 30

R.T EstConc Area Relative to ISTD R.T.
3.840 2.19 ng/ul 154976  1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Octanol, (R)- 130 C8H180 005978-70-1 78
3 2-Hexanol 102 C6H140 000626-93-7 64
4 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 64
5 2-Hexanol 102 C6H140 000626-93-7 64

Abundance Scan 145 (3.840 min): BP012122.D\data.ms (-142) (-) m/z 45.10 100.00%

451
5000
‘ ‘ 3.60 3.80 4.00 4.20
0l M1 20711650 2671 357.2 44155030  m/z 69.10  24.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 TT T[T n T [T [T TrT
3.60 3.80 4.00 4.20
m/z 43.10 22.33%
O‘\‘\h!‘\‘“\‘\\“\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15676: 2-Octanol, (R)-
45.0
‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_F
3.60 3.80 4.00 4.20
5000 m/z 41.05 16.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4961: 2-Hexanol A RS et
45.0 3.60 3.80 4.00 4.20
m/z 87.10 7.03%
5000
om“‘tu‘mu_‘H,‘HwH_Hww_m‘wwww #LJL/%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 6 Benzene, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.475 75.18 ng/ul 5310470 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 p-Xylene 106 C8H1e 000106-42-3 97
3 p-Xylene 106 C8H1e 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 95
5 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 95
Abundance Scan 423 (5.475 min): BP012122.D\data.ms (-417) (-) m/z 91.05 100.00%
91.0
5000 k
R ARRaEEEENLE
5.20 5.40 5.60 5.80

O tiillf 14902091 2811 355.1417447635342 /7 166.05 50.38%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #5747: Benzene, 1,3-dimethyl-

91.0 jk
5000 L L B L B R
5.20 5.40 5.60 5.80
m/z 105.05 22.86%
O‘\2\7‘\-\p4l\“\‘h\ J“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5720: p-Xylene
91.0
R ARREEEEEELE
5.20 5.40 5.60 5.80
5000 m/z 77.05 12.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5721: p-Xylene R AARAREREEEES
91.0 5.20 5.40 5.60 5.80
m/z 92.05 7.87%
5000
27.
o_wﬂhﬂ‘h‘ e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU
Sample : N5013-01

Misc
ALS vial : 93

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: 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 8 3-Heptanone, 6-methyl- Concentration Rank 24

R.T EstConc Area Relative to ISTD R.T.
6.511 3.07 ng/ul 216539 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 87
2 3-Octanone 128 C8H160 000106-68-3 80
3 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 72
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 64
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 64

Abundance Scan 599 (6.511 min): BP012122.D\data.ms (-589) (-) m/z 57.05 100.00%
57.0

N

5000
A BARRREEma s
‘ 128.0 6.20 6.40 6.60 6.80
obr hdduf 1L 1900 2951 36944293 8283 ./, 43.95  77.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14373: 3-Heptanone, 6-methyl-
43.0
5000 L B R R IR R
6.20 6.40 6.60 6.80
m/z 71.10 71.43%
‘ 128.0
O‘\\\‘J\l\\\i\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #14272: 3-Octanone
43.0
6.20 6.40 6.60 6.80
5000 m/z 72.05 52.11%
J l 128.0

0 "HH“HLWm,mWm‘mwuH‘mwmwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#14348: 3-Heptanone, 5-methyl- R BREast
29.0 6.20 6.40 6.60 6.80

m/z 99.10 43.71%

5000
99.0

m/z-->

0\*1* \'J“"l“i"L‘\‘“‘!““\““\““\““\““\““\““!‘

50 100 150 200 250 300 350 400 450 500 550

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.928 4.90 ng/ul 346367 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 670 (6.928 min): BP012122.D\data.ms (-664) (-) m/z 105.10 100.00%

105.1

—

5000
P
390 ‘ 6.60 6.80 7.00 7.20
ol ipaddlli, 2071 28213420 4524 5361 ./, 179.10  33.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L R R R
6.60 6.80 7.00 7.20
m/z 91.05 14.93%
39.0
O‘\\LL"L”\“\“\\lHWN\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
FETTITT T T
6.60 6.80 7.00 7.20
5000 m/z 77.05 10.76%
39.0 L
Ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10719: Benzene, 1-ethyl-2-methyl- T
105.0 6.60 6.80 7.00 7.20
m/z 106.05 8.70%
5000
39.0 L
o SIS LV VA AN S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Dill ether Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.552 2.34 ng/ul 165366  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dill ether 152 C10H160 074410-10-9 53
2 Acetaldehyde, (3,3-dimethylcyclo... 152 C10H160 026532-24-1 45
3 2,5-Dimethyl-4-pyrimidinamine, N... 137 C7H11N3 052698-60-9 43
4 Naphthalene, 1,1'-ethylidenebis[... 302 C22H38 054934-70-2 40
5 3,5-Diisopropylpyrazole 152 C9H16N2 017536-00-4 38
Abundance Scan 776 (7.552 min): BP012122.D\data.ms (-771) (-) m/z 137.00 100.00%
137.0
5000] 43.0

H‘ | 7.20 7.40 7.60 7.80
LIJ| 2092 281134234012 47845395 " 43 05 47.61%

i

il

O A = P e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29072: Dill ether
137.0
5000 L B L B LI B B
7.20 7.40 7.60 7.80
69.0 o
\ m/z 83.05 26.90%
O‘\\W‘\“"‘LJLU\L\‘“‘H\‘\l\\‘I\H\‘\H\‘HH‘HH‘HH‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29364: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (Z
137.0

N

7.20 7.40 7.60 7.80
m/z 81.05 23.94%

41.0
5000

ll J‘l | ‘ m

UL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #19085: 2,5-Dimethyl-4-pyrimidinamine, N-methyl R AR RARANER RN
137.0 7.20 7.40 7.60 7.80

m/z 55.05 23.76%

o

.

5000 67.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Furan, tetrahydro-2,2-dimet... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.046 3.28 ng/ul 231638 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, tetrahydro-2,2-dimethyl-5... 154 C10H180 007416-35-5 50
2 (2S,4R)-4-Methyl-2-(2-methylprop... 154 C10H180 003033-23-6 38
3 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 32
4 (2S,4R)-4-Methyl-2-(2-methylprop... 154 C1@H180 003033-23-6 32
5 Cyclobutylamine, N- trlfluoroacetyl 167 C6H8F3NO 1000461-81-7 32
Abundance Scan 860 (8.046 min): BP012122.D\data.ms (-855) (-) m/z 139.15 100.00%
139.2
81.1
5000

R R
” 7.80 8.00 8.20 8.40
HWM“ A 2071 2811 3561 4587 5324 n/z 85.10  54.08)

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31317: Furan, tetrahydro-2,2-dimethyl-5-(1-methyl-1-pro

o

S

139.0
81.0
5000 HH‘M/\\HWHH‘\H
7.80 8.00 8.20 8.40
} m/z 81.10 53.71%
O‘\\“\L}‘\WV\‘\\\ ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #31334: (2S,4R)-4-Methyl-2-(2-methylprop-1-en-1-yl)tetre
139.0

-

69.0 7.80 8.00 8.20 8.40
5000 ' m/z 70.10 42.81%

I J‘\ i

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #31293: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-prqg DT e e
139.0 7.80 8.00 8.20 8.40

m/z 43.10 41.18%

o

=

5000 69.0

H \ J‘l ‘I

L P A AR E
miz--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

L,
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.216 14.69 ng/ul 1037410 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 93
2 Indane 118 CO9H1e 000496-11-7 90
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 72
Abundance Scan 889 (8.216 min): BP012122.D\data.ms (-881) (-) m/z 117.10 100.00%
117.1
5000

7.80 8.00 8.20 8.40 8.60

58.0
obidisld | 2081 2811 3563 4723531 1 118 05  5a4.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000 [T T T T T T T[T T[T TTTTT

7.80 8.00 8.20 8.40 8.60
m/z 115.10 32.83%

39.0
‘\\\\\‘”\‘“\‘\l\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10179: Indane
117.0

0 8.00 8.20 8.40 8.60

o

5000 ITI z 91.05 14.24%
39.0
o_Jul!mm\,‘m,‘HWHww_‘H_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10198: Benzene, cyclopropyl- ERRRERREE RSN
117.0 7.80 8.00 8.20 8.40 8.60

m/z 146.00 8.71%

5000
51.0
0 L)L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 15 Cyclohexanol, 3,3,5-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.475 44.95 ng/ul 3174900 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 86
2 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 43
3 2-Amino-4-methylpyrimidine 109 C5H7N3 000108-52-1 43
4 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 43
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38
Abundance Scan 933 (8.475 min): BP012122.D\data.ms (-926) (-) m/z 109.15 100.00%

109.2
5000
41.1

i, Thik e

L 207.1 282.1 356.0413.9473.6531.8 0
bl 2071 2821 350.0413.9473.09318  m/z 83.10  54.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23082: Cyclohexanol, 3,3,5-trimethyl-
109.0

5000 R R L
8.20 8.40 8.60 8.80

41.0 m/z 85.18  24.87%

““i\“‘”ﬂ'l \‘\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23105: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0

8.20 8.40 8.60 8.80

o

o

5000 m/z 71.05 23.31%
41.0
o\“”h‘ S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6252: 2-Amino-4-methylpyrimidine R ERRNRERERE RS
109.0 8.20 8.40 8.60 8.80

m/z 41.10  23.14%

5000

0 d“|‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Aniline, N-methyl- Concentration Rank 31

R.T EstConc Area Relative to ISTD R.T.
8.852 2.09 ng/ul 147883 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Aniline, N-methyl- 107 C7HSN 000100-61-8 74
2 Bicyclo[3.1.1]hept-2-en-6-0l1, 2,... 194 C12H1802 050764-55-1 49
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 47
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46
5 o-Cymene 134 C10H14 000527-84-4 46

Abundance Scan 997 (8.852 min): BP012122.D\data.ms (-991) () m/z 119.10 100.00%

119.1

-

5000
41.0
“ ’ \ 2071 283.0 8.60 8.80 9.00 9.20
0! bbbl 97 €350 355.2 4281 5136 m/z 106.10  53.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5824: Aniline, N-methyl-
106.0
5000

8.60 8.80 9.00 9.20
m/z 107.05 51.44%

el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69186: Bicyclo[3.1.1]hept-2-en-6-0l, 2,7,7-trimethyl-, ace

o

-

m/z-->

430 119.0
R ARARRER RO
8.60 8.80 9.00 9.20
5000 m/z 69.10 51.31%
odl”“\“w'h”““ 80 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5844: Benzenamine, 3-methyl- R e MREARERERSLE
106.0 8.60 8.80 9.00 9.20
m/z 134.05 27.04%
5000
00 |
Ot bbb e e e e e

0 50 100 150 200 250 300 350 400 450 500 550

8.60 8.80 9.00 9.20

SFAM-EPA-BP101122.M Fri Oct 14 19:22:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 17 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.952 3.54 ng/ul 249803 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 93
3 o-Cymene 134 CleH14 000527-84-4 93
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
5 p-Cymene 134 CleH14 000099-87-6 93

Abundance Scan 1014 (8.952 min): BP012122.D\data.ms (-1004) (-) | m/z 119.10 100.00%

119.1
5000
431 8.60 8.80 9.00 9.20
b dpad i 2071 28113432 43234932 u/7 13420 29.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.05 17.80%
SLOJ\ l
O‘\\“\l\‘it\“\l\‘\[“\\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
B Ea e AR
8.60 8.80 9.00 9.20
5000 m/z 117.10 13.13%
51'0J \ \
O‘HHﬂWtMH“_H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene ST
119.0 8.60 8.80 9.00 9.20
m/z 121.10 10.40%
5000
41.0 l
)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Benzene, 1-(chloromethyl)-3... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.081 3.20 ng/ul 226115 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-(chloromethyl)-3-methyl- 140 C8H9C1l 000620-19-9 68
2 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9C1l 000615-60-1 68
3 m-Xylene, 5-chloro- 140 C8H9C1 000556-97-8 68
4 Benzene, 4-chloro-1,2-dimethyl- 140 C8HOCl 000615-60-1 68
5 Benzene, (1-chloroethyl)- 140 C8HOC1 000672-65-1 59

Abundance Scan 1036 (9.081 min): BP012122.D\data.ms (-1034) (-) m/z 105.10 100.00%

106.1
5000
43. R ey
H h 208.0 ) 8.80 9.00 9.20 9.40
o bulllut L4, 208.0267.1325.0 395.1 4752 545. 1/, 73,19  65.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21448: Benzene, 1-(chloromethyl)-3-methyl-
105.0
5000 LB L R I L B R

8.80 9.00 9.20 9.40
m/z 69.10  55.42%

iiAney

Ly
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21432: Benzene, 4-chloro-1,2-dimethyl-
105.0

N

8.80 9.00 9.20 9.40
5000 m/z 140.05 51.85%

N h mh \

-

OWH,HH H‘wmwmwH,m‘WHWHWHWH,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21414: m-Xylene, 5-chloro-
105.0 8.80 9.00 9.20 9.40
m/z 81.10  49.86%
- u\k_/\/\;
39.
o_m,ﬂ“‘mHmmwm‘H",‘HWm_m_m_m,‘ RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54

Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: 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 19 3-Octanol, 3,7-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.169 7.51 ng/ul 530738 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 78
2 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 64
3 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 59
4 Decane, 3-methoxy- 172 C11H240 055955-64-1 53
5 3-Octanol, 3,6-dimethyl- 158 C10H220 000151-19-9 42
Abundance Scan 1051 (9.169 min): BP012122.D\data.ms (-1046) (-) m/z 73.10 100.00%
3.1
- J
T e
‘ \ 143.2 8.80 9.00 9.20 9.40
Ol hhh 1122 208.2 278,9341.1400.9460.9 5376 1/, g9.10  31.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34642: 3-Octanol, 3,7-dimethyl-
73.0
5000 L L NN B IR R B
8.80 9.00 9.20 9.40
m/z 55.10 26.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34654: 3-Octanol, 3,7-dimethyl-
73.0
AR e RARR
8.80 9.00 9.20 9.40
5000 m/z 43.05 19.76%
50l 1, a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34656: 3-Octanol, 3,7-dimethyl- e AAa e s EE B e
73.0 8.80 9.00 9.20 9.40
m/z 129.15 9.53%
) M
ots-PJL,Mlao,,,,,, )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP101122.M Fri Oct 14 19:22:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 20 (+)-2-Bornanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.069 5.46 ng/ul 508052  Naphthalene-d8 10.658
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 95
2 (+)-2-Bornanone 152 C10H160 000464-49-3 87
3 (+)-2-Bornanone 152 C10H160 000464-49-3 74
4 (+)-2-Bornanone 152 C10H160 000464-49-3 70
5 (+)-2-Bornanone 152 C1eH160 000464-49-3 70

Abundance Scan 1204 (10.069 min): BP012122.D\data.ms (-1197) (- m/z 95.10 100.00%
9I:

%

10.00

5000 l
A’1“021142811355243044885548 m/z 93.10  64.00%

o
Jw
1o
TS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29114: (+)-2-Bornanone
93.0
5000 T ‘
10.00
L m/z 78.10 51.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29112: (+)-2-Bornanone
93.0
T \
10.00
5000 ITI/Z 81.10 44 . 64%
27.0
ool 5o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29113: (+)-2-Bornanone — I
95.0 10.00
m/z 63.00 36.77%
) 4\/\R/J\N/AJXxJ\AMNVM
o\'ﬂLH15'0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101122\

Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: 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 21 Bicyclo[4.1.0]heptan-2-one,... Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
11.069 4.11 ng/ul 382578 Naphthalene-d8 10.658
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Bicyclo[4.1.0]heptan-2-one, 3,7,... 152 C1OH160 000497-62-1 94

2 Cyclopropene, 1-butyl-2-ethyl- 124 C9H16 050915-91-8 58
3 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 49
4 4-Nonyne 124 C9H16 020184-91-2 49
5 4-Hexen-1-o0l, acetate 142 C8H1402 072237-36-6 47
Abundance Scan 1374 (11.069 min): BP012122.D\data.ms (-1359) (- m/z 82.05 100.00%
82.0
- ML
152.2 L \
il |
Okt if bl 21022831 356.0416.3476.2 849. 1/, 67 65  87.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #29295: Bicyclo[4.1.0]heptan-2-one, 3,7,7-trimethyl-
82.0
5000 —r ‘
11.00
152.0 m/z 95.05 43.97%
O\\\\"l“\!“\\Hi’\‘\‘\‘\’\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12212: Cyclopropene, 1-butyl-2-ethyl-
67.0
T \
11.00
5000 ITI/Z 110.10 30.51%
il
0‘HJL\WwMu‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1408: 4-Methyl-1,3-pentadiene T ‘
67.0 11.00
m/z 41.10 30.01%
) AVnJ\x‘,/\kaAﬁfﬁ
J. M\|\| J‘
O b e e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 22 Phenol, 2,3,6-trimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.258 3.27 ng/ul 304438 Naphthalene-d8 10.658
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 91
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 83
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 83
4 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 64
5 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 60

Abundance Scan 1406 (11.257 min): BP012122.D\data.ms (-1399) (- m/z 121.10 100.00%

57.1 121.1
5000

11.00 11.50
0 m/z 57.10 86.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0

5000 R —
11.00 11.50

m/z 136.15 75.18%

391)\
‘\‘\‘\‘\U’“‘\‘J'\LJl‘MW‘J‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18852: Phenol, 2,4,6-trimethyl-

121.0

= =
11.00 11.50

207.1 283.1 369.9429.1 529.0

o

5000 m/z 98.05 65.64%
41.0 \
0\**"‘*wv‘i‘*h”\m*‘LH\*H*\*HwHw”Hw”w”w”w”w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18863: Phenol, 2,3,6-trimethyl- e P
136.0 11.00 11.50

m/z 91.10  38.70%

5000
71?
0 L hp b h Lo

\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 23 Phenol, 2,4,6-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.740 4.44 ng/ul 412859  Naphthalene-d8 10.658
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 97
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 96
3 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 96
4 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
5 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 95

Abundance Scan 1488 (11.740 min): BP012122.D\data.ms (-1483) (-} | m/z 121.10 100.00%

1211
5000

39.0 11.50 12.00
o_ﬂ«,wnh Ladl 20712671 35514171 4891547 /7 136.05  69.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18867: Phenol, 2,4,6-trimethyl-
136.0
5000
11.50 12.00

m/z 91.10  26.74%

77.
‘1\8\“\\"“““\‘1\\?‘1“\“‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #18852: Phenol, 2,4,6-trimethyl-
121.0

o

11.50 12.00
5000 m/z 135.05 19.70%
41.0 ‘
O\H“MHAJWLH\H*W*H*w*wa*w*H*w*H\H*w*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18854: Phenol, 2,3,5-trimethyl- —— e
121.0 11.50 12.00

m/z 77.05 13.75%

5000
39.0
L b ‘l 1 Ll

L Sika A
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 24 Phenol, p-tert-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.999 14.76 ng/ul 1372370  Naphthalene-d8 10.658
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 94
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 94
5 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 87

Abundance Scan 1532 (11.999 min): BP012122.D\data.ms (-1522) (- m/z 135.05 100.00%

135.1
5000

=
12.00

77. \
o bl 1950 2831 ses3a1s1 4989 io70s 38.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 CTT
12.00

m/z 150.15 20.31%

77.
:I‘-\S\.(\)JJ‘WI‘A\L\!?[‘\”!Hl\\\\‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl-
135.0

=
12.00

o

5000 m/z 95.05 13.38%
41.0
0\H“Mwm“w“H\H*w*H*M*H!H*W*H*M*H!H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27479: Phenol, m-tert-butyl- S
135.0 12.00

m/z 136.05 9.83%

5000
41.0 ’ \
0 L J‘ ol L \‘ J .

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Benzenepropanoic acid, .bet... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.975 3.00 ng/ul 420933  Acenaphthene-d10 14.499
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 64
2 p-Cymene 134 CleH14 000099-87-6 50
3 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 50
4 o-Cymene 134 CleH14 000527-84-4 49
5 1-Piperidinecarbothioic acid, S-... 263 C15H21NOS 061432-55-1 47

Abundance Scan 1868 (13.975 min): BP012122.D\data.ms (-1864) (- m/z 119.10 100.00%

119.1
5000
178.2 RS
0.1 \ | \ 14.00
bkl | 2671 3411 42934942 ;178 26 24.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52685: Benzenepropanoic acid, .beta.,.beta.-dimethyl-
119.0
5000 LR
14.00
41.0 178.0 m/z 91.05 23.97%
O‘\\“flh“lu\“\h\WHf\f\l‘l‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16994: p-Cymene
119.0
—r—
14.00
5000 ITI/Z 117.10 19.74%
ol
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42939: 1-Chloro-2-methyl-2-phenylpropane e
119.0 14.00
m/z 132.05 15.36%
5000
41.0
) UV N — VAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

.13

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
BP012122.D

Oct 2022 15:54

: CG/JU
: N5013-01

: 93

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L

EPA-BP101122.M

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 26 Benzenemethanamine, N,N-dim... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
16.010  3.45 ng/ul 451990 Phenanthrene-dle 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzenemethanamine, N,N-dimethyl- 135 C9H13N 000103-83-3 53
2 3,4-EDMC 221 C12H15NO03 030253-44-2 30
3 Carbonic acid, 2-dimethylaminoet... 203 C10H21NO3 1000331-43-1 30
4 1-(4-Amino-furazan-3-yl)-5-dimet... 253 C8H11N703 1000276-04-0 27
5 Amine, dimethyl-2-phosphinoethyl- 105 C4H12NP 161944-90-7 25

Abundance Scan 2214 (16.010 min): BP012122.D\data.ms (-2208) (] | m/z 58.05 100.00%
58.0
5000 135.1 A\MJJKAH
199.2 =T T
‘ | 16.00
0 ﬂ“{w‘eﬂ“: bl "‘n o 20k 3962 46185243 nsz 91.10  64.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17970: Benzenemethanamine, N,N-dimethyl-
58.0
5000 135.0 16.00 |
m/z 135.05 42.36%
O \‘HJ\J“I\J\‘\‘V\}\‘TW‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100024: 3,4-EDMC
58.0
s ‘
16.00
5000 ITI/Z 92.10 30.81%
163.0
) YU SR 2 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78501: Carbonic acid, 2-dimethylaminoethyl neopentyl € C ‘
58.0 16.00
m/z 147.15 24.61%
5000
[ M 1470
R T e e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 Phenol, 2-(1-phenylethyl)- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.557 2.77 ng/ul 363147  Phenanthrene-di0 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-phenylethyl)- 198 C14H140 004237-44-9 91
2 Phenol, 4-(1-phenylethyl)- 198 C14H140 001988-89-2 81
3 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 74
4 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 74
5 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 72

Abundance Scan 2307 (16.557 min): BP012122.D\data.ms (-2300) (- m/z 183.15 100.00%

188.2
5000
T T
77.0 ] 1650
o‘“meJ#WMWLwlum‘w??%%u3ﬁ?§4¥5???4ﬁ‘5ﬁ?4 m/z 198.15  44.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73949: Phenol, 2-(1-phenylethyl)-
183.0
5000 —
16.50
m/z 165.10 29.57%
91.0
O‘\\\\[H\\‘\\“‘\\i\\’m\‘\\‘\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73948: Phenol, 4-(1-phenylethyl)-
183.0
=
16.50
5000 ITI/Z 77 .05 15.04%
77.0
o"“‘NHMJ“AHJJ‘JA““‘H‘““H““‘_““H““‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #74038: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)- ——
183.0 16.50

m/z 191.15 12.89%

5000

=

15.0 83.0 H}
T ¥ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 28 2-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
18.287 2.70 ng/ul 353776  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-39-3 78
2 Isoquinoline 129 C9H7N 000119-65-3 52
3 Isoquinoline 129 C9H7N 000119-65-3 52
4 1-Deuteronaphthalene 129 C10H7D 000875-62-7 50
5 Quinoline-8-carboxylic acid 173 C1OH7NO2 000086-59-9 42

Abundance Scan 2601 (18.286 min): BP012122.D\data.ms (-2597) (- m/z 129.00 100.00%
129.0

5000

—

—— A
c10 210.2 1800 1850
Ol rrotitbr b | 2683 387.14153 8034 1y 156.15  17.76%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #87532: 2-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propa
129.0

—

5000 — —
210.0 18.00 18.50
m/z 128.05 17.58%
51.0 ‘ ‘
O‘\\\J\}\"‘JIW‘ILJ%‘“\J\ 4“1\\\\’\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15008: Isoquinoline
129.0
= —
18.00 18.50
5000 ITI/Z 130.05 12.15%
51.0 ‘
ow‘u“hﬂmlu e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15011: Isoquinoline == —
129.0 18.00 18.50
m/z 127.10 11.36%
5000
51.0 ‘
U LSS =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 29 1Isoquinoline Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.387 2.48 ng/ul 324711  Phenanthrene-di0 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 52
2 Isoquinoline 129 C9H7N 000119-65-3 50
3 Isoquinoline 129 C9H7N 000119-65-3 50
4 1,2-Benzenediacetonitrile 156 C10H8N2 000613-73-0 50
5 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 42

Abundance Scan 2618 (18.386 min): BP012122.D\data.ms (-2612) (- m/z 129.05 100.00%

129.1
5000
1800 1850
51.0 215.2 : :
Ol b 02 2811 8552 427.2489.35491 /7 156.15  28.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15009: Isoquinoline
129.0
5000 — ——
18.00 18.50
m/z 128.05 18.17%
51.0
O‘\\\‘\{\\“\Jll\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15011: Isoquinoline
129.0
== T
18.00 18.50
5000 ITI/Z 130.00 12.64%
51.0 \
o_uuﬁiﬂmw‘_‘H,‘HwH_m_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15008: Isoquinoline =3 —
129.0 18.00 18.50
m/z 127.10 11.20%
5000
51.0 \
ow‘u“ﬂhw‘ N —— - e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 30 1,2-Benzenediacetonitrile Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.434 5.35 ng/ul 701960  Phenanthrene-di0 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenediacetonitrile 156 C10H8N2 000613-73-0 64
2 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 56
3 Isoquinoline 129 C9H7N 000119-65-3 52
4 Quinoline 129 C9H7N 000091-22-5 50
5 Isoquinoline 129 C9H7N 000119-65-3 50

Abundance Scan 2626 (18.434 min): BP012122.D\data.ms (-2620) (- m/z 129.05 100.00%

129.1
5000
—
51.0 207.2 1850
Ol b, 2972 281.1340.04012463.55233 v/ 156,15 27.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33065: 1,2-Benzenediacetonitrile
129.0
5000 1
18.50
m/z 128.05 18.53%
20|
O‘\\\'\}\\‘l\m\‘\l“\”\‘ \‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108949: Benzeneacetic acid, .alpha.-cyano-4-(cyanome

N

129.0
—T
18.50
5000 m/z 127.10 11.84%
29.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15008: Isoquinoline —
129.0 18.50
m/z 130.05 11.64%
5000
51.0 \
ow‘u“ﬂhw‘ N —— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acq On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc

ALS Vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 31 (E)-7-Benzylidene-l-azabicy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.469 4.14 ng/ul 689431  Chrysene-di12 21.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 81
3 Triphenylphosphine oxide 278 C18H150P 000791-28-6 78
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
5 Triphenylphosphine oxide 278 C18H150P 000791-28-6 50
Abundance Scan 3142 (21.469 min): BP012122.D\data.ms (-3138) (- m/z 277.15 100.00%
277.1
5000 k
77.1 183.1
ddd o
Ok ek 358:2 4312489.3549. ) 978 15 31.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000 21 50
77.0
18T0 77.10  21.77%
O‘\\\\“\\lf\\‘l\l\ll\l\“\\\\\J\\l\‘!\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
21.50
5000 m/z 183.10 21.11%
7.0 199.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0 21 50
m/z 199.10  20.94%
51.0
5000 199.0
’ 1284
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12122.D

Acqg On : 13 Oct 2022 15:54
Operator : CG/JU

Sample : N5013-01

Misc :

ALS vial : 93 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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 3.070 12.1 ng/ul 853287 1 7.846 1412710 20.0
2-Pentanol, 4-m... 3.840 2.2 ng/ul 154976 1 7.846 1412710 20.0
Benzene, 1,3-di... 5.475 75.2 ng/ul 5310470 1 7.846 1412710 20.0
3-Heptanone, 6-... 6.511 3.1 ng/ul 216539 1 7.846 1412710 20.0
Benzene, 1-ethy... 6.928 4.9 ng/ul 346367 1 7.846 1412710 20.0
Dill ether 7.552 2.3 ng/ul 165366 1 7.846 1412710 20.0
Furan, tetrahyd... 8.046 3.3 ng/ul 231638 1 7.846 1412710 20.0
Indane 8.216 14.7 ng/ul 1037410 1 7.846 1412710 20.0
Cyclohexanol, 3... 8.475 45.0 ng/ul 3174900 1 7.846 1412710 20.0
Aniline, N-methyl-  8.852 2.1 ng/ul 147883 1 7.846 1412710 20.0
Benzene, 1l-ethy... 8.952 3.5 ng/ul 249803 1 7.846 1412710 20.0
Benzene, 1-(chl... 9.081 3.2 ng/ul 226115 1 7.846 1412710 20.0
3-Octanol, 3,7-... 9.169 7.5 ng/ul 530738 1 7.846 1412710 20.0
(+)-2-Bornanone 10.069 5.5 ng/ul 508052 2 10.658 1860070 20.0
Bicyclo[4.1.0]h... 11.069 4.1 ng/ul 382578 2 10.658 1860070 20.0
Phenol, 2,3,6-t... 11.258 3.3 ng/ul 304438 2 10.658 1860070 20.0
Phenol, 2,4,6-t... 11.740 4.4 ng/ul 412859 2 10.658 1860070 20.0
Phenol, p-tert-... 11.999 14.8 ng/ul 1372370 2 10.658 1860070 20.0
Benzenepropanoi... 13.975 3.0 ng/ul 420933 3 14.499 2805870 20.0
Benzenemethanam... 16.010 3.5 ng/ul 451990 4 17.257 2622050 20.0
Phenol, 2-(1-ph... 16.557 2.8 ng/ul 363147 4 17.257 2622050 20.0
2-[1-(4-Cyano-1... 18.287 2.7 ng/ul 353776 4 17.257 2622050 20.0
Isoquinoline 18.387 2.5 ng/ul 324711 4 17.257 2622050 20.0
1,2-Benzenediac... 18.434 5.3 ng/ul 701960 4 17.257 2622050 20.0
(E)-7-Benzylide... 21.469 4.1 ng/ul 689431 5 21.345 3331650 20.0
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