LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acqg On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc :

ALS Vvial : 52 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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12496.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 3 7 22 rVB 1051255 1813865 7.96% 0.902%
2 3.575 95 100 108 rVB 258011 348227 1.53% 0.173%
3 3.658 111 114 126 rBV 272482 476386 2.09% 0.237%
4 3.964 160 166 184 rVB 13347867 22780230 100.00% 11.327%
5 5.093 348 358 374 rBV 2536457 4111597 18.05% 2.044%
6 5.281 384 390 401 rVB 2747127 4163588 18.28% 2.070%
7 5.417 406 413 423 rVV 8378870 16016155 70.31% 7.964%
8 5.787 469 476 489 rVB 3676432 5600430 24.58% 2.785%
9 6.264 548 557 562 rBV2 227489 427027 1.87% 0.212%
10 6.446 582 588 595 rBvV2 208585 338190 1.48% 0.168%
11 6.752 629 640 645 rBV 348786 577682 2.54% 0.287%
12 6.864 652 659 664 rBv 756182 1155332 5.07% 0.574%
13 6.922 664 669 673 rVW2 333466 561984  2.47% ©.279%
14 6.963 673 676 678 rVW 261909 391184 1.72% ©.195%
15 6.993 678 681 686 rvw2 539875 863350 3.79% 0.429%
16 7.040 686 689 695 rVvB2 143318 214541 0.94% 0.107%
17 7.122 695 703 707 rBV 1104028 1814292 7.96% ©0.902%
18 7.163 707 710 714 rVWW 458786 651378 2.86% 0.324%
19 7.211 714 718 728 rVV2 620481 1441549 6.33% 0.717%
20 7.316 728 736 747 rVV2 1008179 1976952 8.68% 0.983%
21 7.422 747 754 760 rVV 1961965 3130029 13.74% 1.556%
22 7.781 809 815 819 rBV 992766 1586407 6.96% 0.789%
23 7.887 827 833 843 rVWW2 602999 1032953 4.53% 0.514%
24 7.975 843 848 857 rVB3 173820 264244 1.16% 0.131%
25 8.140 869 876 882 rBV2 257182 586465 2.57% ©0.292%
26 8.216 882 889 894 rBV 3681867 5769453 25.33% 2.869%
27 8.258 894 896 902 rVB2 218946 321937 1.41% 0.160%
28 8.410 914 922 932 rBV 6272319 10408667 45.69% 5.176%
29 8.505 932 938 944 rVB 781825 1262743 5.54% 0.628%
30 8.587 944 952 964 rVB4 215022 687501 3.02% 0.342%
31 8.781 980 985 992 rVB2 144440 236465 1.04% 0.118%
32 8.881 996 1002 1007 rBV2 177609 286637 1.26% 0.143%
33 8.952 1007 1014 1018 rBV 1244966 2110214 9.26% 1.049%
34 9.093 1033 1038 1050 rVB 899265 1466252 6.44% 0.729%
35 9.210 1051 1058 1066 rVB3 102419 217608 ©.96% 0.108%
36 9.405 1085 1091 1096 rBV 137297 216022 0.95% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acqg On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc :

ALS Vvial : 52 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-BP102522.M
Title : SVOA CALIBRATION
37 9.669 1129 1136 1144 rBV2 1106492 1942738 8.53% 0.966%
38 9.999 1185 1192 1201 rVB5 363825 800312 3.51% 0.398%
39 10.210 1217 1228 1235 rBV2 1722462 3369712 14.79% 1.676%
40 10.281 1235 1240 1244 rBV3 121837 223575 0.98% 0.111%
41 10.393 1255 1259 1265 rVB 211249 332688 1.46% 0.165%
42 10.469 1266 1272 1276 rBV 135260 221707 0.97% 0.110%
43 10.581 1284 1291 1296 rBV 1615297 2688377 11.80% 1.337%
44 10.634 1296 1300 1303 rVV 299267 523289 2.30% 0.260%
45 10.675 1303 1307 1310 rVV 649029 1103901 4.85% 0.549%
46 10.722 1310 1315 1330 rVB2 3665876 7253892 31.84% 3.607%
47 10.993 1347 1361 1367 rBV3 317567 770147 3.38% 0.383%
48 11.175 1387 1392 1402 rVV 276793 527781 2.32% 0.262%
49 11.281 1403 1410 1416 rVB 134463 259722 1.14% 0.129%
50 11.475 1438 1443 1449 rVB4 108132 202591 0.89% 0.101%
51 11.563 1449 1458 1460 rBv4 91946 202763 0.89% 0.101%
52 11.599 1460 1464 1471 rVV2 160960 400781 1.76% 0.199%
53 11.675 1471 1477 1482 rVV 1147298 1969030 8.64% 0.979%
54 11.728 1482 1486 1491 rVB 296066 474568 2.08% 0.236%
55 11.934 1511 1521 1529 rBV2 524893 1246219 5.47% 0.620%
56 12.110 1542 1551 1557 rBV6 85090 221108 0.97% 0.110%
57 12.416 1595 1603 1609 rVV5 147070 389139 1.71% ©0.193%
58 12.916 1683 1688 1691 rVv2 155215 244452 1.07% 0.122%
59 12.981 1696 1699 1702 rVV 180878 263366 1.16% 0.131%
60 13.022 17062 1706 1711 rVV3 174739 299014 1.31% 0.149%
61 13.851 1840 1847 1855 rBV 3100038 4513390 19.81% 2.244%
62 13.922 1855 1859 1868 rVB 587871 947404 4.16% 0.471%
63 14.051 1876 1881 1884 rBV 130581 199023 0.87% 0.099%
64 14.128 1888 1894 1905 rVB 3439601 5166085 22.68% 2.569%
65 14.434 1939 1946 1960 rVV 2751909 4464168 19.60% 2.220%
66 14.681 1983 1988 1996 rBV 187961 401974 1.76% 0.200%
67 14.816 2004 2011 2023 rVB8 73525 225316 ©.99% 0.112%
68 15.187 2070 2074 2080 rvv2 213719 359564 1.58% 0.179%
69 15.434 2109 2116 2129 rBV2 6933568 11716128 51.43% 5.826%
70 15.569 2133 2139 2147 rVV 1379384 1968144 8.64% 0.979%
71 15.704 2158 2162 2165 rBV 299361 378014 1.66% 0.188%
72 15.951 2199 2204 2217 rVB3 375276 767824 3.37% 0.382%
73 16.081 2221 2226 2232 rBV3 167901 264247 1.16% 0.131%
74 16.498 2290 2297 2307 rVB7 160744 387842 1.70% 0.193%
75 16.581 2307 2311 2320 rVB6 119295 282104 1.24% 0.140%
76 16.939 2368 2372 2382 rVB4 111849 196257 0.86% 0.098%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acqg On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc :

ALS Vvial : 52 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-BP102522.M

Title : SVOA CALIBRATION

77 17.157 2404 2409 2411 rBV 558791 733161 3.22% 0.365%
78 17.198 2411 2416 2426 rVB 3354185 5061807 22.22% 2.517%
79 17.292 2426 2432 2441 rBV2 4952641 7491078 32.88% 3.725%
80 18.039 2554 2559 2562 rBV 143005 215764 ©.95% 0.107%
81 18.086 2563 2567 2574 rVV 182343 315063 1.38% 0.157%
82 18.239 2588 2593 2600 rVvVv 367794 524465 2.30% 0.261%
83 18.304 2600 2604 2606 rVv2 192091 270769 1.19% 0.135%
84 18.333 2606 2609 2612 rVV 356980 520755 2.29% ©.259%
85 18.381 2612 2617 2623 rVB 689856 1178739 5.17% 0.586%
86 18.751 2676 2680 2687 rBV2 127959 220265 0.97% 0.110%
87 19.057 2729 2732 2737 rVB2 165752 235425 1.03% 0.117%
88 19.116 2738 2742 2746 rVB2 174706 242613 1.07% 0.121%
89 19.257 2763 2766 2773 rBv4 191311 242153 1.06% 0.120%
90 19.539 2808 2814 2819 rBV 6630985 8743034 38.38% 4.347%
91 19.586 2819 2822 2831 rVB 958480 1341244 5.89% 0.667%
92 19.769 2848 2853 2859 rBV2 549188 720761 3.16% 0.358%
93 20.033 2894 2898 2908 rVvv8 218194 384523 1.69% 0.191%
94 20.245 2931 2934 2938 rVB 160294 204862 ©.90% 0.102%
95 20.357 2949 2953 2956 rBV2 184378 267401 1.17% 0.133%
96 20.998 3059 3062 3067 rVB3 207496 281359 1.24% 0.140%
97 21.292 3107 3112 3118 rBV 4200826 5273810 23.15% 2.622%
98 21.416 3129 3133 3137 rBV 881660 1087625 4.77% 0.541%
99 23.521 3484 3491 3503 rVB2 3740273 7608506 33.40% 3.783%
100 23.674 3511 3517 3526 rVB2 2173904 4466016 19.60% 2.221%

Sum of corrected areas: 201107090
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

TIC Integration Parameters:

: 03 Nov 2022 18:58
: CG/JU
: N5319-08

. 52

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
BP012496.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP012496.D\data.ms
3.964

5.417

8.410

5.787 10.722

81l

|

5.082

028

10. 21(10 5 ‘
505 11.6

Pboz  9.669
S ;goggzb 0 353 i
\‘\\

Time-->

3.00

N v
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

550 6.00 650 7.00 750 8. 00

350 4.00 450 5. 00

850 9. 00 9.50 10. 00 10.50 11. 00 11.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP012496.D\data.ms

15.434 19.539

17.292

17.198

f 128
78%
Eﬁﬁg@flﬁ 1PBIBY 141884165.187 713@1%5@8115&98169137 #18. 751PA05T2 751:990917357

13.8%

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 1600 1650 1700 17.50 18.00 18.50 19.00 1950 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP012496.D\data.ms

21.292

Time--> 20.

50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 9
R.T. EstConc Area Relative to ISTD R.T.
3.028 22.87 ng/ul 1813870  1,4-Dichlorobenzene-d4 7.781

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 91
4 Triethylamine 101 C6H15N 000121-44-8 91
5 Tetraethylammonium chloride 165 C8H20CIN 000056-34-8 83
Abundance Scan 7 (3.028 min): BP012496.D\data.ms (-3) (-) m/z 86.05 100.00%
86.0
5000 /\
R RARRRERERE LSS
‘ 3.103.203.303.40
Obrreddad 1999 264.93267 403.1462.7 5491 v 7 5805  26.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4646: Triethylamine
86.0
5000 T T T[T T[T T T[T TT T
3.103.203.303.40
m/z 101.05 15.36%
27.
O ‘\\H‘IWHWP\\J\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4649: Triethylamine
86.0
R RARRREREE L
3.103.203.303.40
5000 m/z 42.05 10.17%
27‘.
0“Wﬁ%%‘wu‘_‘uw‘u,uu‘H‘W‘HW‘H‘_H‘_‘H_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4647: Triethylamine RN NN e A RARARRRRR
86.0 3.103.203.303.40
m/z 44.05 9.17%
5000
Nl
0‘ﬂiﬂﬁvu‘u‘w“H‘H‘W‘H‘_‘H“H‘_‘H‘H‘w“u“ AR EEEEEE S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 7 Benzene, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.787 70.61 ng/ul 5600430 1,4-Dichlorobenzene-d4 7.781

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 o-Xylene 106 C8H1e 000095-47-6 97

4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 95

Abundance Scan 476 (5.787 min): BP012496.D\data.ms (-469) (-) m/z 91.00 100.00%

91.0
5000

i NN & WS —
1 5.40 5.60 5.80 6.00 6.20
T 194.0  295.1354.9413.9473.8533.5 n/z 106.10  46.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-

o

91.0

5000 o o ST
5.40 5.60 5.80 6.00 6.20

m/z 105.05  19.22%

27.
O‘\\\\‘\P]LW‘H\]! [“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724 p-Xylene
91.0
S|
5.40 5.60 5.80 6.00 6.20
5000 ITI/Z 77 .00 11.84%
27.
o_m‘f,‘uv‘lt U -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719: o-Xylene A
91.0 5.40 5.60 5.80 6.00 6.20
m/z 50.95 9.05%
5000
27.
oMPM L S S— e £ NS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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-Heptanone, 5-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.446 4.26 ng/ul 338190 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 72
2 3-Octanone 128 C8H160 000106-68-3 64
3 3,6-Dimethyl-4-octanone 156 C10H200 034645-03-9 53
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 50
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 50
Abundance Scan 588 (6.446 min): BP012496.D\data.ms (-582) (-) m/z 57.00 100.00%
57.0 n
5000
128.0 6.20 6.40 6.60 6.80
ol b il 1920 29513550 4290 5356 n/z 43.e5  84.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14372: 3-Heptanone, 5-methyl-
43.0
5000 L B I L LA I LN B
6.20 6.40 6.60 6.80
128.0 m/z 71.05 67.78%
O‘\‘“\ "\‘\\\‘!\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 72.10 49, 86%
‘ 128.0
0t N“W‘ﬂ‘,H‘W“H“H‘_“W‘H“H“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32909: 3,6-Dimethyl-4-octanone R RAREEEEERE
43.0 6.20 6.40 6.60 6.80
m/z 99.10  43.53%
5000
‘ ‘ } | 156.0
ot e R A ——
m/z--> 0 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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 10 Benzene, propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.752 7.28 ng/ul 577682  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H206N2 000140-28-3 78
Abundance Scan 640 (6.752 min): BP012496.D\data.ms (-629) (-) m/z 90.95 100.00%
91.0
- /bmﬁL
o ARAEEEaRTESS IR
6.40 6.60 6.80 7.00
Obrriplitd ol 1911 28103411 414.9472.65303 /7 179,05  22.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
5000 L L LN B L B I
6.40 6.60 6.80 7.00
m/z 64.95 10.50%
ZZ'P\\ \‘ | 1y
O‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10701: Benzene, propyl-
91.0
R R ARERRREEE SN
6.40 6.60 6.80 7.00
5000 m/z 91.95 9.68%
2791 J I
O Htirt e b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10699: Benzene, propyl- B RRRREEEREEESEEL S
91.0 6.40 6.60 6.80 7.00
m/z 77.95 5.69%
) UW
0_2‘7"‘,"1“‘ b T e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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, 1-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.864 14.57 ng/ul 1155330 1,4-Dichlorobenzene-d4 7.781

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 95
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 659 (6.864 min): BP012496.D\data.ms (-652) (-) m/z 105.05 100.00%
105.1

-

5000
o EaamE N ARAS AR
39.0 ‘ 6.60 6.80 7.00 7.20
Obrvpiddby 1919 28293429 415147475343 ./, 156 95  31.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.00 14.37%
39.0
O‘\\LL"l“‘\“\h\\l‘l\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 77 .00 11.82%
39.0 L
L e B e N R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10723: Benzene, 1-ethyl-3-methyl- R A BAR
105.0 6.60 6.80 7.00 7.20
m/z 78.95 9.17%
5000
39.0
0‘HLHWWALNH‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘“‘H,H‘W‘ B R
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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58

Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 12 Benzene, 1,2,3-trimethyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
7.422  39.46 ng/ul 3130030 1,4-Dichlorobenzene-d4 7.781
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 754 (7.422 min): BP012496.D\data.ms (-747) (-) m/z 105.85 100.00%
1

05.1

5000 M J\

7.00 7.20 7.40 7.60 7.80
m/z 120.05 43.70%

390 ||| 104.1 266.9 341.9 429.1489.0548.

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

o

Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 \/M‘Hu‘wuw‘uu‘ij\w
7.00 7.20 7.40 7.60 7.80
m/z 77.00 12.13%
39.0H ‘
O‘\\\1\\"“\“\\\\‘\HH\‘\H\‘\H\‘\H\‘H\\‘H\\‘H\\‘H\\‘H\\‘\

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

Abundance #10692: Mesitylene
105.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y
7.00 7.20 7.40 7.60 7.80
5000 m/z 119.05 11.92%
Wit
O ekl e

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

Abundance #10717: Benzene, 1,2,4-trimethyl- R ARERRRRT S
105.0 7.00 7.20 7.40 7.60 7.80

m/z 91.00 10.35%

5000

27.0
0 | Jug h .|l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.975 3.33 ng/ul 264244  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 32
2 2-Amino-4-hydroxy-3,6-dimethylpy... 139 C6HIN30 033796-41-7 27
3 2-Isopropylpiperazine 128 C7H16N2 084468-53-1 27
4 2-Fluoro-.alpha.-methylbenzyl al... 154 C9H11FO 1000365-11-2 27
5 5-Fluoro-2-hydroxyacetophenone 154 C8H7F02 000394-32-1 25

Abundance Scan 848 (7.975 min): BP012496.D\data.ms (-843) (-) m/z 139.00 100.00%

139.0
81.1
5000
e
‘ 7.60 7.80 8.00 8.20
o ddlllii | |, 2001 2668 357.1 4288491.9549. .., g1 19 55.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31293: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-pro
139.0
5000 69.0 T T T T T
7.60 7.80 8.00 8.20
m/z 85.00 55.53%
0 H"J}“h” “\\\\‘H\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20409: 2-Amino-4-hydroxy-3,6-dimethylpyrimidine
139.0
o AAEEasAEEE S
7.60 7.80 8.00 8.20
5000/ 57.0 m/z 43.00 46.12%
okl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14181: 2-Isopropylpiperazine T T
85.0 7.60 7.80 8.00 8.20
m/z 70.05 45.63%
5000
0 M'L\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 1Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.140 7.39 ng/ul 586465 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 91
2 Benzene, 1,3-dichloro- 146 C6H4C12 000541-73-1 78
3 Benzene, 1,2-dichloro- 146 Ce6H4C12 000095-50-1 70
4 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 70
5 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 70
Abundance Scan 876 (8.140 min): BP012496.D\data.ms (-869) (-) m/z 117.05 100.00%
117.1
5000
50.0\ J \ 7.80 8.00 8.20 8.40
Ol tJUbd i 11929 2818 3549 45855294 ./, 145 99  53.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000 N\‘\\\\’\\\\‘\\\\‘\\\\‘
7.80 8.00 8.20 8.40
m/z 118.00 53.15%
39.0u
O ‘\\‘\1\‘”\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25333: Benzene, 1,3-dichloro-
146.0
e e A nRE
7.80 8.00 8.20 8.40
5000 m/z 147.90 34.12%
75.0
0 ‘M“\L‘M{\‘m’mluu‘uu‘\m,uu‘\m‘\m,\m‘\m‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25335: Benzene, 1,2-dichloro- AR EEARRRESS L
146.0 7.80 8.00 8.20 8.40
m/z 115.00 33.04%
5000
75.0 J\ﬁ
ool IO e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.216 72.74 ng/ul 5769450  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
Abundance Scan 889 (8.216 min): BP012496.D\data.ms (-882) (-) m/z 83.00 100.00%
83.0
T e
” 1 ho 7.80 8.00 8.20 8.40 8.60
ol Alil, 1A10207.0266,0324.9 400746355214 1/, 6.0  49.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 RN N R
7.80 8.00 8.20 8.40 8.60
m/z 55.05 37.51%
Ols.pd’ll“.lhlo’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
T
7.80 8.00 8.20 8.40 8.60
5000 m/z 56.05 33.49%
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl- T
83.0 7.80 8.00 8.20 8.40 8.60
m/z 41.05 24.98%
5000
ls‘.H)\‘JlJl I lﬂb"o
O e B R AR s T e e

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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 17 Benzene, 1,3-diethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.258 4.06 ng/ul 321937 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 87
4 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 896 (8.258 min): BP012496.D\data.ms (-894) (-) m/z 119.10 100.00%
119.1
5000 n
o l 2610 3551 8.00 8.20 8.40 8.60
o 23l 1929 2810 355.1414.847525368 ./, 105.00  97.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000
8.00 8.20 8.40 8.60
27.0 m/z 134.00 44.63%
O‘\\h\‘l\\‘lll\“\ll\l\\‘l\\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 109.10 28.70%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17028: Benzene, 1,3-diethyl-  RERRmEEE
119.0 8.00 8.20 8.40 8.60
m/z 91.00 22.51%
5000
39.0 \
Y S 00§ U NUOSRNOUNY R 1V NSV A VN A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.410 131.22 ng/ul 10408700 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 90
2 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 78
3 Cyclohexanol, 3,3,5-trimethyl- 142 (C9H180 000116-02-9 45
4 2-(1-Cyclopent-1-enyl-1-methylet... 192 C13H200 1000190-57-4 38
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38

Abundance Scan 922 (8.410 min): BP012496.D\data.ms (-914) (-) m/z 109.10 100.00%

109.1

>

5000
41.0
Emama e AR
} ‘ M ‘ 8.00 8.20 8.40 8.60 8.80
ol hkhdily 1930 2650 341.1400.4489.05170 1/, 83.e5 54.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23105: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
5000 [T T T T T T [T T[T T
8.00 8.20 8.40 8.60 8.80
410 m/z 41.5  28.76%
()JJ}J‘I“J‘lI \L\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23082: Cyclohexanol, 3,3,5-trimethyl-
109.0
e e e
8.00 8.20 8.40 8.60 8.80
5000 m/z 85.05 25.41%
41.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23083: Cyclohexanol, 3,3,5-trimethyl- e e
109.0 8.00 8.20 8.40 8.60 8.80
m/z 55.05 25.24%
5000
41.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 p-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.781 2.98 ng/ul 236465 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 89
2 o-Cymene 134 C10H14 000527-84-4 89
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 86
4 o-Cymene 134 CleH14 000527-84-4 86
5 p-Cymene 134 CleH14 000099-87-6 83
Abundance Scan 985 (8.781 min): BP012496.D\data.ms (-980) (-) m/z 119.10 100.00%
119.1
5000
411 h | l 8.40 8.60 8.80 9.00 9.20
0! iidddy - 222.9281.0341.1401.1 4823546 1/; 196.10  55.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene
119.0

-

5000
8.40 8.60 8.80 9.00 9.20
m/z 107.00 51.49%
410 \
0kt e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: o-Cymene
119.0
8.‘40 8.‘60 8.‘80 9.’00 9.‘20
5000 m/z 134.05 25.71%
39.0
O\JMMWL“M“**vH*w**H\*H*w**w*w‘\w**w*ww*w‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 69.00 23.44%
5000
41.0 ‘
Ol bt e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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, 1-ethyl-2,3-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.881 3.61 ng/ul 286637 1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 93
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
5 p-Cymene 134 CleH14 000099-87-6 91

Abundance Scan 1002 (8.881 min): BP012496.D\data.ms (-996) (-) m/z 119.05 100.00%

119.1
5000
43.0 ’ 8.60 8.80 9.00 9.20
ol dpadif A 207.0269.9 3418 4151 491.1549. ./, 134 00  30.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 90.95 19.50%
51.0 \ ‘
O‘\\H;‘%‘\‘“\L‘\"A\\ \‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
SR T T
8.60 8.80 9.00 9.20
5000 ITI/Z 117.00 14.55%
390 | ‘
bbb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- e A RRRN N Ea b
119.0 8.60 8.80 9.00 9.20
m/z 76.95 10.73%
5000
51.0‘ \ ‘
T NEASLASA S A
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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.093  18.49 ng/ul 1466250  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 43
2 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 43
3 3-Octanol, 3,6-dimethyl- 158 C10H220 000151-19-9 38
4 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 38
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 25
Abundance Scan 1038 (9.093 min): BP012496.D\data.ms (-1033) (-) m/z 73.05 100.00%
73.0
5000 J
R EAmmamasas e
‘ \ wa 8.80 9.00 9.20 9.40
Ol kb H3L 223.0283.1342.8400.946L7 5491 ;69 16 32.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34642: 3-Octanol, 3,7-dimethyl-
73.0
5000 LA R R B R
8.80 9.00 9.20 9.40
m/z 55.05 28.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34654: 3-Octanol, 3,7-dimethyl-
73.0
R AR RN
8.80 9.00 9.20 9.40
5000 m/z 43.10 23.52%
NEIEYY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34641: 3-Octanol, 3,6-dimethyl- e AARREEANSNES
73.0 8.80 9.00 9.20 9.40
m/z 41.05 11.25%
5000
ols-ﬂ?\\,ml?-“,
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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.999 5.95 ng/ul 800312  Naphthalene-d8 10.581

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160 000464-48-2 96
2 Camphor 152 C10H160 000076-22-2 94
3 (+)-2-Bornanone 152 C10H160 000464-49-3 93
4 Camphor 152 C10H160 000076-22-2 93
5 Camphor 152 C1@H160 000076-22-2 93

Abundance Scan 1192 (9.999 min): BP012496.D\data.ms (-1185) (-) m/z 95.05 100.00%
95.0

5000

N

SR
3ﬁi 15%1 223.0281.0 356.0414.9 495.0 10.00
AR LTES 22302810 330.0014.9 4990 . m/z 81.e5  56.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29380: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0

o

N

5000 T
10.00
- ’ m/z 41.05 37.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29050: Camphor
95.0
—
10.00
5000 ITI/Z 93.00 35.05%
27.0 E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29115: (+)-2-Bornanone e
95.0 10.00
m/z 108.05 32.56%
5000
70 ||| ene
o‘Hhubﬁw_‘m‘ﬁ‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“ -~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Library Search Compound Report

Data File : BP@12496.D

Acq On : 03
Operator : CG/
Sample : N53

Misc
ALS vial : 52

Quant Method :
Quant Title

TIC Library

Nov 2022 18:58
Ju
19-08

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 23 unknown-03 Concentration Rank 35

R.T EstConc Area Relative to ISTD R.T.
10.393 2.48 ng/ul 332688 Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1,3-Cyclohexanedione, 2,5,5-trim... 154 C9H1402 001125-11-7 43

2 4-Fluorophenylhydrazine 126 C6H7FN2 000823-85-8 43
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 41
4 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 38
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 35

Abundance Scan 1259 (10.393 min): BP012496.D\data.ms (-1255) (-
55.1

m/z 55.10 100.00%

3

5000 126.1
“ ‘H 2070 10.00 10.50
ol bl | 2970 2810 35514151 487.3546.  n/; 83.00  90.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32183: 1,3-Cyclohexanedione, 2,5,5-trimethyl-
83.0
5000 - -
154.0 10.00 10.50
m/z 110.10 51.27%
O dlﬁ l‘\ \\ ‘ [

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

-

Abundance #12751: 4-Fluorophenylhydrazine
126.0
10.00 10.50
5000 ITI/Z 126.05 50.27%
57.0
ol MMH""
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl-
83.0 10.00 10.50
m/z 41.05 42.23%
h M
olsﬁJ - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Bicyclo[4.1.0]heptan-2-one,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.993 5.73 ng/ul 770147  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[4.1.0]heptan-2-one, 3,7,... 152 C1OH160 000497-62-1 93
2 Cyclopropene, 1-butyl-2-ethyl- 124 C9H16 050915-91-8 60
3 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 60
4 4-Methyl-1,3-pentadiene 82 CeH1e 000926-56-7 49
5 4-Decyne 138 C10H18 002384-86-3 46
Abundance Scan 1361 (10.993 min): BP012496.D\data.ms (-1347) (- m/z 82.05 100.00%
82.0
o M
=
| ‘ 15‘2 0 11.00
0l ‘*L L 1Ly | 20882680 354.94168479.0537.2 ./, 67 95 94.25%
m/z--> 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 LN
11.00
152.0 m/z 95.00 51.28%
O\\\\““\'\ﬂ\\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12212: Cyclopropene, 1-butyl-2-ethyl-
67.0
=
11.00
5000 m/z 41.05 33.02%
‘lﬂ L?4D
o"‘Ww_m"‘H""H,w_‘H_ww,www
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #12142: 3-Octyne, 2-methyl- 7
67.0 11.00
m/z 110.00  30.51%
5000
1l
0\\\\““\Ul‘c”‘\\‘\\‘\u\‘\\u,\\\\‘\\H‘\m‘\m,\m‘uw\ L=
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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Phenol, 2,3,6-trimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.175 3.93 ng/ul 527781  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 96
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 94
3 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 93
4 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 93
5 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 91
Abundance Scan 1392 (11.175 min): BP012496.D\data.ms (-1387) (- m/z 121.00 100.00%
121.0
5000 J
— e
39. o“ ‘ 11.00 11.50
b pblLill 111889 2669 340.9 4291 5262 ./, 136,00  73.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
5000 — J\ et

11.00 11.50
m/z 91.00 40.61%

39.0 ‘
‘\\‘\‘\U"l‘\m\LW‘m\d\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18857: Phenol, 2,3,6-trimethyl-
121.0

o

1100 1150
5000 ITI z 77.00 20.64%
39.0
o_w,wh T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18864: Phenol, 2,4,5-trimethyl-
136.0 1100 1150
m/z 135.00 19.36%
5000
39.0
o_mu}u““‘t_ A e e — ,N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path :
Data File :
: 03 Nov 2022 18:58
: CG/JU

: N5319-08

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Library Search Compound Report

BP012496.D

. 52

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 26 unknown-04 Concentration Rank 31

R.T EstConc Area Relative to ISTD R.T.
11.599 2.98 ng/ul 400781  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Cyclohexen-1-one, 4,4,6-trimet... 138 C9H140 013395-73-8 45
2 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 45
3 2(1H)-Pyrimidinone 96 C4H4AN20 000557-01-7 40
4 1H-Imidazole-5-ethanamine, 1-met... 125 C6H11N3 000644-42-8 33
5 3-(Bromomethyl)-4-methyl-4H-1,2,... 175 CAH6BrN3 1000460-08-9 25

Abundance Scan 1464 (11.599 min): BP012496.D\data.ms (-1460) (- m/z 96.00 100.00%

96.0
5000

— —
11.50 12.00
oL 3TQAu)y ) AB50 2684 3411 4160 8192 ./, g1 00  26.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20253: 2-Cyclohexen-1-one, 4,4,6-trimethyl-
96.0
5000 S -~
11.50 12.00
’ m/z 95.08  25.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3176: 2-Cyclopenten-1-one, 3-methyl-
96.0
= —
11.50 12.00
5000 ITI/Z 67.00 22.81%

i

ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3060: 2(1H)-Pyrimidinone T ‘
96.0 11.50 12.00
m/z 152.05 11.91%
5000
28.0
o i LUl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

SFAM-EPA-BP102522.M Fri Nov 04 14:41:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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, 2,4,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.675 14.65 ng/ul 1969030 Naphthalene-d8 10.581
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 97
3 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 96
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 95
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
Abundance Scan 1477 (11.675 min): BP012496.D\data.ms (-1471) (-} | m/z 121.00 100.00%
121.0
- J
Ao —
39.0 ‘ 11.50 12.00
O bpheduil | 208,9267.0 | 356.2414.8 480.2538.8 ./, 136.00  67.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18867: Phenol, 2,4,6-trimethyl-
136.0
5000 o A
11.50 12.00
m/z 91.00 28.81%
77.
O%\8\“9\h’h\ﬂ\h\ﬁ‘m\m\\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18852: Phenol, 2,4,6-trimethyl-
121.0
—F —
11.50 12.00
5000 m/z 135.00 19.24%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18854: Phenol, 2,3,5-trimethyl- —— T
121.0 11.50 12.00
m/z 77.00 15.58%
) WJLL\
39.0
S ASA IV
m/z--> 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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 28 3,6,9,12-tetraoxatetradecan... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

11.728 3.53 ng/ul 474568  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,6,9,12-tetraoxatetradecane, 1,... 274 C10H20C1204 1000401-80-9 86
2 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 83
3 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 83
4 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 83
5 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 78

Abundance Scan 1486 (11.728 min): BP012496.D\data.ms (-1482) (- m/z 63.00 100.00%

63.0
5000

‘37-0 209.0 294.8356.0418.0 503.4 r
_H‘I\JHJH“F’LMW,‘H“HH_m_mwwwm_ m/z 93.00 55.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165192: 3,6,9,12-tetraoxatetradecane, 1,14-dichloro-
63.0

5000

o

m/z 65.00  33.74%

e
‘\\‘\‘\\‘“\\“‘\h\“l\\\L\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61262: Ethane, 1,2-bis(2-chloroethoxy)-

63.0

T
11.50 12.00

o

5000 m/z 107.00 25.42%
O‘JMHIPSIOv
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61264: Ethane, 1,2-bis(2-chloroethoxy)- — T
63.0 11.50 12.00

m/z 45.00  19.80%

- /L\AJLW
=

L R - R
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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58

Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 29 Phenol, p-tert-butyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.934 9.27 ng/ul 1246220  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 90

Abundance Scan 1521 (11.934 min): BP012496.D\data.ms (-1511) (- m/z 135.00 100.00%
135.0
—
77.(r l 12.00
Ol dpkbloly |1 1930 28293409 4289 5241 ./, 1p6.95 40.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 1
12.00
m/z 150.05 18.74%
77.
O:I‘-\S\.(\)JJ‘lHr‘A\L\ﬁ’H‘%Hl\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\H‘H\\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27476: Phenol, p-tert-butyl-
135.0
——
12.00
5000 m/z 95.00 14.71%
41.0
OJMW\I,“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl- —
135.0 12.00
m/z 91.00 10.66%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00

SFAM-EPA-BP102522.M Fri Nov 04 14:41:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 Hydrocinnamic acid Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.416 2.89 ng/ul 389139  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hydrocinnamic acid 150 C9H1e02 000501-52-0 96
2 Hydrocinnamic acid 150 C9H1e02 000501-52-0 94
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 64
4 Hydrocinnamic acid 150 C9H1002 000501-52-0 64
5 Benzenepropanoic acid, silver(1l+... 256 C9H9Ag02 075112-79-7 62
Abundance Scan 1603 (12.416 min): BP012496.D\data.ms (-1595) (- m/z 91.00 100.00%
91.0
5000
150.0
——
\H ‘ 22 ‘ 12.50
0 Ul 221128383409 41474757 548! /7 104.00  59.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28265: Hydrocinnamic acid
91.0
5000 '\/k”‘” ‘ T
150.0 12.50
m/z 150.00  30.50%
O’?\P“\d\h ‘J\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28272: Hydrocinnamic acid
91.0
12.50
5000 150.0 m/z 138.05  29.00%
0 H!‘;\‘ﬂuh A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28270: Hydrocinnamic acid —r {
91.0 12.50
m/z 105.00  21.97%
5000 150.0 M\/M
D
0 a?kﬁhH‘H‘_“W‘H‘_“W‘H“H‘w“u‘u“_‘u“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 1-(2-Methoxy-1-methylethyl)... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.922 4.24 ng/ul 947404  Acenaphthene-d1e 14.434
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 64
2 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 59
3 Benzeneacetic acid, .alpha.-ethy... 178 C11H1402 002294-71-5 59
4 p-Cymene 134 CleH14 000099-87-6 53
5 o-Cymene 134 C10H14 000527-84-4 52

Abundance Scan 1859 (13.922 min): BP012496.D\data.ms (-1855) (- m/z 119.05 100.00%

119.1
5000
178.1 AN
301 ‘ H 14.00
okl L 28103411 4161 4998 ./ 91,00  24.74%

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

Abundance #39690: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119.0

-

5000 T
14.00
m/z 178.10  24.21%

45.0 ‘
“‘1 l h gl “

‘\\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39715: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-t
119.0

o

o

—
14.00
5000 m/z 117.00  19.81%

41.0
UW.M‘ i |

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

Abundance #52696: Benzeneacetic acid, .alpha.-ethyl-, methyl ester “/\’7’“# —_—
119.0 14.00

o

o

178.0 m/z 132.05 15.74%
) JL/\
41.0
0_“1"\‘”‘\“‘]\“"“H"‘\HH_m‘HH_m‘mWm_m‘mw —— /
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 4-Acetylanisole Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
15.951 3.03 ng/ul 767824  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Acetylanisole 150 C9H1e02 000100-06-1 50
2 4-Acetylanisole 150 C9H1002 000100-06-1 50
3 4-Methoxybenzenamide, N-(4-ethox... 298 C17H18N203 303083-85-4 47
4 4-Hydroxy-3-methylbenzoic acid, ... 166 C9H1003 1000378-75-0 43
5 Benzoic acid, 4-methoxy-, ethyl ... 180 C10H1203 000094-30-4 43

Abundance Scan 2204 (15.951 min): BP012496.D\data.ms (-2199) (- m/z 135.05 100.00%
136.1

5000
58.1
L
\ ’ 199.0 16.00
o dulbkdudli 1 26593268 4200 028 o106 45,88y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28257: 4-Acetylanisole
135.0
5000 L
77.0 16.00
m/z 58.10 34.11%
OlsJ.OIH\ﬂJ\J’fl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28258: 4-Acetylanisole
135.0
=
16.00
m/z 147.00  32.35%
5000 77.0
sy )|
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #196729: 4-Methoxybenzenamide, N-(4-ethoxybenzylide T
135.0 16.00
m/z 92.00 20.39%

5000
77.0

-

284.0

0‘\u'\l\\hw\\""\\uw‘\u\‘u\\‘um‘\\H‘HHWHWHWH‘\ 1
m/z--> 0 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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 2-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
18.239 2.07 ng/ul 524465 Phenanthrene-d10 17.198
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 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 74
3 1-Deuteronaphthalene 129 C10H7D 000875-62-7 47
4 (R,E)-3-Methyl-4-phenylbut-3-en-... 204 C13H1602 187735-90-6 40
5 (S,E)-3-Methyl-4-phenylbut-3-en-... 204 C13H1602 187736-05-6 40
Abundance Scan 2593 (18.239 min): BP012496.D\data.ms (-2588) (- m/z 129.00 100.00%
129.0
5000 M
s =
510 210.1 18.00 18.50
Ob vt b e 268,1326.9 401146245206 y/; 156.05  19.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87532: 2-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)Jpropa
129.0
5000 —— ——
210.0 18.00 18.50
m/z 128.00 18.75%
51.0 }
O\J\!MJ“W‘I‘HJ;#\H\ ‘!‘m\\\\‘\\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87533: 3-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propa
129.0
e e
18.00 18.50
5000 m/z 126.95 12.50%
210.0
63.0 } ‘
Ol !'“‘l"m“‘m“m“m‘,HH,HH,HH,HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14613: 1-Deuteronaphthalene =y T
129.0 18.00 18.50
m/z 130.00 12.34%
5000
51.0
m/z--> 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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 34 1,2-Benzenediacetonitrile Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
18.334 2.06 ng/ul 520755 Phenanthrene-d10 17.198
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 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 56
4 Quinoline 129 C9H7N 000091-22-5 52
5 Quinoline 129 C9H7N 000091-22-5 50

Abundance Scan 2609 (18.333 min): BP012496.D\data.ms (-2606) (- m/z 129.00 100.00%
129.0

.

5000
— —
63.0 215.1 18.00 18.50
. . C
Ottt bb b o0 2788 3691 47515415 /7 156.00  27.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33065: 1,2-Benzenediacetonitrile
129.0
5000 — =
18.00 18.50
m/z 128.00 17.83%
20|
O‘\\\(\}l\“\m\‘\“\”\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
7 N
18.00 18.50
5000 m/z 130.00 12.18%
29.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179521: Quinolinium, 1-ethyl-, iodide = =
129.0 18.00 18.50
m/z 127.00 11.32%
5000
29.0
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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 35 Quinoline Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.381 4.66 ng/ul 1178740  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline 129 CY9H7N 000091-22-5 50
2 2-Propenenitrile, 3-phenyl-, (E)- 129 CSH7N 001885-38-7 50
3 Isoquinoline 129 CY9H7N 000119-65-3 49
4 Quinoline 129 CY9H7N 000091-22-5 49
5 Isoquinoline 129 C9H7N 000119-65-3 47
Abundance Scan 2617 (18.381 min): BP012496.D\data.ms (-2612) (- m/z 129.00 100.00%
129.0
5000 M
— —
510 18.00 18.50
. |
b o dlyd 2001 26793201 42904886548 ./, 156,19 27.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15005: Quinoline
129.0
5000 r— ——
18.00 18.50
m/z 128.00 16.71%
51.0
O\\\‘\\“\Al\\%‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15016: 2-Propenenitrile, 3-phenyl-, (E)-
129.0
= —r=
18.00 18.50
5000 m/z 130.00 11.88%
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15009: Isoquinoline =3 =
129.0 18.00 18.50
m/z 127.00 10.46%
5000
51.0
om{\uu“w”wwwm‘,w_m_m_m_m_ — s
m/z--> 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\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 3-Chloro-5,5-dimethylcycloh... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.

19.769 2.73 ng/ul 720761  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Chloro-5,5-dimethylcyclohex-2-... 215 C9H14CIN30 1000185-25-7 92
2 Ile-Ile-Ile, N,N',N"-trimethyl-N... 499 C26H49N306 1000454-85-6 22
3 5,5,-Diethyl-4-thioxodihydropyri... 200 C8H12N202S 1000306-76-3 22
4 3-Ethyl-2,8-dimethyl-4-quinolino... 273 C16H23NOSi 1000474-26-4 18
5 2-(2-Hydroxyphenyl)pyrimidine 172 C10H8N20 064435-20-7 15
Abundance Scan 2853 (19.769 min): BP012496.D\data.ms (-2848) (- m/z 172.05 100.00%

172.1
240.1
5000

J‘k‘m‘ e

43. h | 19.50 20.00
o"Hs“,wuPﬂwjﬂu"p'i!*”Hﬂ' dollod 13410 4150 490.3548. /7 j46.10  57.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93549: 3-Chloro-5,5-dimethylcyclohex-2-en-1-one carba

172.0
50001 39.0 i e
19.50 20.00
1 m/z 273.10 55.48%
0 lJWMi"1\h\u\\\\\‘HH‘H\\‘H\\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #337858: lle-lle-lle, N,N',N"-trimethyl-N-ethoxycarbonyl-,

172.0
19.50 20.00
5000 m/z 258.10 48.80%
100.0
42.0
Ll | 2410 3270 454.0

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76303: 5,5,-Diethyl-4-thioxodihydropyrimidine-2,6-dione | —/— Py
172.0 19.50 20.00
m/z 200.05 36.70%

5000

59.0
0 \“ L I N\ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12496.D

Acq On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 37 Triphenylphosphine oxide Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.416 4.12 ng/ul 1087630  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
4 Triphenylphosphine oxide 278 C18H150P 000791-28-6 62
5 Triphenylphosphine oxide 278 C18H150P 000791-28-6 53

Abundance Scan 3133 (21.416 min): BP012496.D\data.ms (-3129) (- m/z 277.05 100.00%

277.1
5000
T

77.0 199.0 ‘
| ‘ 139)0 L H 355.1 4602 535.0 2150
0“wa‘m,‘u‘_‘H‘H"_‘H‘H“_uu‘u“_cu‘u‘ﬁ_ m/z 278.10 31.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0

21.50
m/z 77.00  18.53%

| g
‘\AJ\l\‘h\H\IL\’\\l\m\“\‘l\\“\\‘\\!\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: TnpheanhosphuuaoxMe

277.

o

2150
5000 m/z 199.00 18.29%
77.0 199.0
Mo Ll
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
7.0 2150

m/z 183.00  18.24%

1l J

| el g
e e e

==
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\BP110222\
Data File : BP@12496.D

Acqg On : 03 Nov 2022 18:58
Operator : CG/JU

Sample : N5319-08

Misc :

ALS Vvial : 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 22.9 ng/ul 1813870 1 7.781 1586410 20.0
Benzene, 1,3-di... 5.787 70.6 ng/ul 5600430 1 7.781 1586410 20.0
3-Heptanone, 5-... 6.446 4.3 ng/ul 338190 1 7.781 1586410 20.0
Benzene, propyl- 6.752 7.3 ng/ul 577682 1 7.781 1586410 20.0
Benzene, 1-ethy... 6.864 14.6 ng/ul 1155330 1 7.781 1586410 20.0
Benzene, 1,2,3-... 7.422 39.5 ng/ul 3130030 1 7.781 1586410 20.0
unknown-01 7.975 3.3 ng/ul 264244 1 7.781 1586410 20.0
Indane 8.140 7.4 ng/ul 586465 1 7.781 1586410 20.0
Cyclohexanone, 8.216 72.7 ng/ul 5769450 1 7.781 1586410 20.0
Benzene, 1,3-di... 8.258 4.1 ng/ul 321937 1 7.781 1586410 20.0
Cyclohexanol, 3... 8.410 131.2 ng/ul 10408700 1 7.781 1586410 20.0
p-Cymene 8.781 3.0 ng/ul 236465 1 7.781 1586410 20.0
Benzene, 1-ethy... 8.881 3.6 ng/ul 286637 1 7.781 1586410 20.0
unknown-02 9.093 18.5 ng/ul 1466250 1 7.781 1586410 20.0
Bicyclo[2.2.1]h... 9.999 6.0 ng/ul 800312 2 10.581 2688380 20.0
unknown-03 10.393 2.5 ng/ul 332688 2 10.581 2688380 20.0
Bicyclo[4.1.0]h... 10.993 5.7 ng/ul 770147 2 10.581 2688380 20.0
Phenol, 2,3,6-t... 11.175 3.9 ng/ul 527781 2 10.581 2688380 20.0
unknown-04 11.599 3.0 ng/ul 400781 2 10.581 2688380 20.0
Phenol, 2,4,6-t... 11.675 14.7 ng/ul 1969030 2 10.581 2688380 20.0
3,6,9,12-tetrao... 11.728 3.5 ng/ul 474568 2 10.581 2688380 20.0
Phenol, p-tert-... 11.934 9.3 ng/ul 1246220 2 10.581 2688380 20.0
Hydrocinnamic acid 12.416 2.9 ng/ul 389139 2 10.581 2688380 20.0
1-(2-Methoxy-1-... 13.922 4.2 ng/ul 947404 3 14.434 4464170 20.0
4-Acetylanisole 15.951 3.0 ng/ul 767824 4 17.198 5061810 20.0
2-[1-(4-Cyano-1... 18.239 2.1 ng/ul 524465 4 17.198 5061810 20.0
1,2-Benzenediac... 18.334 2.1 ng/ul 520755 4 17.198 5061810 20.0
Quinoline 18.381 4.7 ng/ul 1178740 4 17.198 5061810 20.0
3-Chloro-5,5-di... 19.769 2.7 ng/ul 720761 5 21.292 5273810 20.0
Triphenylphosph... 21.416 4.1 ng/ul 1087630 5 21.292 5273810 20.0
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