LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : 07 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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-BP©90523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16979.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.605 49 54 63 rBvV 80970 127394 ©0.37% 0.085%
2 3.769 78 82 94 rvwV 425956 710403 2.05% 0.471%
3 3.964 111 115 122 rVB 40154 65789 0.19% 0.044%
4 4.611 217 225 242 rBV 21222312 34714734 100.00% 23.038%
5 5.816 423 430 441 rVB 61665 106034 0.31% 0.070%
6 5.940 444 451 456 rBV 82862 132827 ©0.38% ©0.088%
7 6.581 549 560 569 rBv2 212614 396134 1.14% 0.263%
8 6.663 569 574 585 rVB 274451 401186 1.16% 0.266%
9 6.822 596 601 606 rVB 79314 112176 0.32% 0.074%
10 7.128 647 653 657 rBV 380423 599792 1.73% 0.398%
11 7.163 657 659 666 rvw 75841 110139 0.32% 0.973%
12 7.316 678 685 694 rBV 1310349 2075131 5.98% 1.377%
13 7.499 708 716 729 rBV 1313974 2064705 5.95% 1.370%
14 7.846 765 775 782 rVB 75295 155061 ©.45% 0.103%
15 7.981 791 798 811 rVB 1362613 2165768 6.24% 1.437%
16 8.246 834 843 853 rBV3 75999 195842 0.56% 0.130%
17 8.687 912 918 928 rVV 1156803 1838604 5.30% 1.220%
18 8.793 929 936 943 rVB 146707 251863 ©.73% 0.167%
19 8.869 943 949 960 rVB3 51878 127740 0.37% 0.085%
20 9.057 976 981 985 rBv2 89007 144404 0.42% 0.096%
21  9.175 991 1001 1012 rBV2 1572714 2966794 8.55% 1.969%
22 9.275 1012 1018 1022 rBV2 66164 111275 0.32% 0.074%
23 9.393 1034 1038 1044 rVV3 32734 69418 0.20% 0.046%
24 9.457 1044 1049 1054 rVWW2 62376 116819 ©0.34% 0.078%
25 9.516 1054 1059 1065 rVV5 47917 100673 ©.29% 0.067%
26 9.769 1097 1102 1107 rBvV3 56507 106667 0.31% 0.071%
27 9.828 1107 1112 1117 rBV2 75551 126636 ©.36% 0.084%
28 9.893 1117 1123 1128 rBV 1292178 1994132 5.74% 1.323%
29 9.957 1132 1134 1139 rVB 109639 144244 0.42% 0.096%
30 10.046 1141 1149 1161 rVB 69848 157337 0.45% 0.104%
31 10.346 1193 1200 1203 rBV2 33333 69664 0.20% 0.046%
32 10.416 1205 1212 1219 rVV 1978535 3218892 9.27% 2.136%
33 10.475 1220 1222 1231 rVB6 43839 85965 ©.25% 0.057%
34 10.681 1251 1257 1261 rBV4 54501 107797 ©0.31% 0.072%
35 10.728 1261 1265 1268 rvVv 68281 114138 ©.33% 0.076%

36 10.810 1272 1279 1286 rVV 1894284 3279859 9.45% 2.177%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : 07 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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-BP©90523.MA.M
Title : SVOA CALIBRATION
37 10.887 1286 1292 1299 rVV 280953 484773  1.40% 0.322%
38 10.969 1299 1306 1314 rVB2 448042 816743  2.35% 0.542%
39 11.257 1350 1355 1358 rBv2 55887 88566 0.26% 0.059%
40 11.304 1358 1363 1369 rVV 162918 305159 0.88% 0.203%
41 11.369 1369 1374 1379 rVB 138050 225839 0.65% 0.150%
42 11.587 1407 1411 1416 rBV2 222629 360838 1.04% 0.239%
43 11.698 1425 1430 1432 rBv2 71708 111492 0.32% 0.074%
44 11.822 1444 1451 1460 rBV 476407 1065662 3.07% 0.707%
45 11.957 1470 1474 1484 rVB9 86096 225018 ©0.65% 0.149%
46 12.081 1485 1495 1507 rBV2 147699 444493 1.28% 0.295%
47 12.263 1519 1526 1531 rVB4 76577 168313 0.48% 0.112%
48 12.328 1531 1537 1539 rBV6 52125 104132 ©0.30% 0.069%
49 12.363 1539 1543 1556 rVV5 177948 471635 1.36% 0.313%
50 12.587 1574 1581 1587 rBV9S 51283 144362 0.42% 0.096%
51 12.698 1595 1600 1604 rBV 287374 443725 1.28% 0.294%
52 12.734 1604 1606 1610 rVB3 95270 114946 0.33% 0.076%
53 12.987 1644 1649 1656 rVB2 233545 449435 1.29% 0.298%
54 13.063 1659 1662 1666 rVV6 44241 76384 0.22% 0.051%
55 13.104 1666 1669 1673 rVB3 62433 89430 0.26% 0.059%
56 13.175 1675 1681 1691 rVV3 72826 203485 ©0.59% 0.135%
57 13.310 1700 1704 1707 rBV 88168 120934 ©.35% ©0.080%
58 13.351 1707 1711 1726 rVB7 434349 1049437 3.02% 0.696%
59 13.498 1726 1736 1744 rBV2 2373987 4379958 12.62% 2.907%
60 13.640 1751 1760 1766 rBV 1097821 1721405 4.96% 1.142%
61 13.692 1766 1769 1777 rVB2 204231 317920 ©.92% 0.211%
62 13.922 1804 1808 1815 rBV2 331220 609211 1.75% 0.404%
63 13.987 1815 1819 1825 rVB3 314849 545300 1.57% 0.362%
64 14.051 1825 1830 1837 rBV 3799097 5183623 14.93%  3.440%
65 14.228 1857 1860 1862 rBV2 58184 75657 ©0.22% 0.050%
66 14.257 1862 1865 1867 rVV3 107955 148641 ©0.43% 0.099%
67 14.287 1867 1870 1873 rVV2 279414 372682 1.07% 0.247%
68 14.339 1873 1879 1890 rVB 4210672 6564583 18.91% 4.357%
69 14.534 1909 1912 1920 rBV3 162257 285494 0.82% 0.189%
70 14.639 1924 1930 1936 rVV 2916332 4293334 12.37% 2.849%
71 14.704 1937 1941 1946 rVB6 174211 314889 ©0.91% 0.209%
72 14.828 1960 1962 1964 rBV 74458 91381 0.26% 0.061%
73 14.857 1964 1967 1974 rVB 382762 555029 1.60% 0.368%
74 14.922 1975 1978 1982 rBV3 106872 133179 ©.38% 0.088%
75 14.969 1982 1986 1988 rBV3 87947 140596 ©0.41% 0.093%

76 15.004 1989 1992 1995 rVB3 109618 133380 0.38% ©.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : 07 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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-BP©90523.MA.M
Title : SVOA CALIBRATION
77 15.186 2019 2023 2029 rVV5 167650 312455 ©.90% 0.207%
78 15.269 2030 2037 2044 rVB3 528780 1122431 3.23% 0.745%
79 15.357 2049 2052 2055 rBV3 135309 198321 0.57% 0.132%
80 15.486 2070 2074 2079 rBv2 287872 404913 1.17% 0.269%
81 15.569 2083 2088 2092 rBV5 186261 357557 1.03% 0.237%
82 15.634 2092 2099 2104 rBV 5452284 7594902 21.88% 5.040%
83 15.757 2115 2120 2126 rBV 1855550 2644325 7.62% 1.755%
84 15.881 2137 2141 2142 rBV4 174537 221534 0.64% 0.147%
85 15.992 2156 2160 2169 rVV2 709713 1275368 3.67% 0.846%
86 16.063 2169 2172 2177 rVB3 213175 306731 0.88% 0.204%
87 16.675 2273 2276 2281 rVB 297117 342839 ©.99% 0.228%
88 16.769 2288 2292 2296 rBV4 177520 280257 ©0.81% 0.186%
89 17.304 2375 2383 2390 rVB 561689 1059825 3.05% 0.703%
90 17.410 2395 2401 2406 rVV 3431590 4847409 13.96% 3.217%
91 17.510 2412 2418 2426 rBV 5899741 8352285 24.06% 5.543%
92 17.828 2468 2472 2477 rVB 499484 688033 1.98% 0.457%
93 18.251 2538 2544 2549 rBV2 462909 730855 2.11% 0.485%
94 18.327 2553 2557 2562 rVB3 383913 596785 1.72%  0.396%
95 19.316 2722 2725 2732 rVB5 211902 337174 ©.97%  0.224%
96 19.486 2751 2754 2763 rVB2 366484 497190 1.43% 0.330%
97 19.745 2793 2798 2803 rBV 7346518 9044722 26.05% 6.002%
98 21.504 3092 3097 3103 rBV 3626094 4741843 13.66% 3.147%
99 23.880 3494 3501 3516 rVB2 3836555 7707956 22.20% 5.115%
100 24.051 3523 3530 3539 rVB 2052618 4321879 12.45% 2.868%

Sum of corrected areas: 150684688
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP016979.D\data.ms
4.611
2e+07

1.5e+07

1e+07

5000000

7.376199 7.981 8687 9175 9.893
| 3.6028%64 5.81840 668@3227711%%& /\ 784&8246 8889 ST OUBTECT BB

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP016979.D\data.ms

2e+07

O

1.5e+07

1e+07
19.745

15.634 17.510

5000000 14.094-339 7alo
13 %8, 5 14.639 b 757
] 17.304| 17.828182527 86
M@W ”M g 83 1 667789 1 9 %94

05— T ““ T R e e e AL A ““ T T T
Time--> 12.00 1250 13.00 1350 14.00 14.50 1500 15.50 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP016979.D\data.ms
2e+07
1.5e+07
1e+07
5000000 21.504 23.880
4.051
0 LI ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BP@90523.MA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.611 320.58 ng/ul 34714700  1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94

5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2

002927-71-1 38

Abundance Scan 225 (4.611 min): BP016979.D\data.ms (-217) (-)

165.9
5000 94.0
35.? ‘
oh L Lh L L 2814 365.2417.8476.2534.3
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0
5000
94.0

|

3‘5\F|\ |

0‘\\\\‘\\\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene
166.0
5000
94.0

35L.P‘\ |

0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene
166.0
5000
94.0

35'F g1

m/z 165.95 100.00%

|

4.20 4.40 4.60 4.80 5.00

m/z 164.00  78.18%

|

4.20 4.40 4.60 4.80 5.00

m/z 129.00 69.61%

|

4.20 4.40 4.60 4.80 5.00

m/z 131.00 67.32%

|

4.20 4.40 4.60 4.80 5.00

m/z 168.0/[ 49.05%

o

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

4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Propanol, 1-butoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.581 3.66 ng/ul 396134 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 86
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 53
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 50
Abundance Scan 560 (6.581 min): BP016979.D\data.ms (-549) (-) m/z 45.05 100.00%
45.0
RERRREEREEER S e o
2811 6.20 6.40 6.60 6.80 7.00
ob Al lii71 2080 2811 35494155 5037 . 5705  90.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 T T T T
6.20 6.40 6.60 6.80 7.00
m/z 41.05 44.31%
O‘NWJ\\M‘ \H\I\’]’1\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
A R
6.20 6.40 6.60 6.80 7.00
5000 m/z 87.05 36.92%
ol MT0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15681: Di-sec-Butyl ether RN A ARRRRE RS
45.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10  32.34%
5000
01“'11,L5'0‘ e aaRaaaTEES
mlz--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Ethane, 1,1'-oxybis[2-methoxy- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.663 3.70 ng/ul 401186  1,4-Dichlorobenzene-d4 7.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 83
2 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 78
3 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 78
4 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 64
5 [2-(2-Methoxyethoxy)ethoxy]aceti... 250 C1@H2205Si 1000366-86-4 43

Abundance Scan 574 (6.663 min): BP016979.D\data.ms (-569) (-) m/z 59.05 100.00%

59.0
5000
T e
| ‘ .y 6.40 6.60 6.80 7.00
O 1192 2091 281.1 369342954928 m/z 58.10 40.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17327: Ethane, 1,1'-oxybis[2-methoxy-
59.0
5000 HWHH‘HH‘HHMJ\\/\
6.40 6.60 6.80 7.00
‘ m/z 45.05 34.93%
0‘\‘\‘”\\‘\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17323: Ethane, 1,1'-oxybis[2-methoxy-
59.0
R R
6.40 6.60 6.80 7.00
5000 m/z 89.10  21.94%
0"’J  ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17326: Ethane, 1,1'-oxybis[2-methoxy- R EmaEEEE s e
59.0 6.40 6.60 6.80 7.00
m/z 43.10 12.73%
0'”J N CAE A S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.793 2.33 ng/ul 251863 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 40
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
3 Propylene Glycol 76 C3H802 000057-55-6 33
4 Methylal 76 C3H802 000109-87-5 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 936 (8.793 min): BP016979.D\data.ms (-929) (-) m/z 45.05 100.00%

45.0
5000
RRRE RRRRRRERRESSLS
105.1 8.40 8.60 8.80 9.00 9.20
Obrrdebiblr o 177.0 2671 3434 4131 5111 nm/z 75.05  28.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10525: 2-Propanol, 1,3-dimethoxy-
45.0
5000 BESIBERERRRERSREE RSN
8.40 8.60 8.80 9.00 9.20
m/z 77.05 7.33%
103.
0‘\‘\J‘L\““\\h\\o‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-

S

45.0
R RRRRR RS
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.05 7.29%
Ol 1040 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol T T T
45.0 8.40 8.60 8.80 9.00 9.20
m/z 74.00 7.06%
O‘\\J”\“H‘\u‘uu‘\\u,\u\,u\\‘uu‘\m‘\m‘\m‘uu‘\ R ABERREE s

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\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.887 2.96 ng/ul 484773  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91

Abundance Scan 1292 (10.887 min): BP016979.D\data.ms (-1286) (- m/z 131.05 100.00%
131.1

o

5000
/\‘ T T T T
043 | l 10.50 11.00
Ottt LUl 1931 2833 355.1413.1472.7535.0 '/, 146.15  28.47%

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

Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

-

Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- = : :
131.0 10.50 11.00

m/z 116.05 12.64%

5000 T ‘ ‘
10.50 11.00
m/z 115.10 19.12%
39.0
0 ‘\\J‘\L“}‘\“\“\\l,“\‘“ \“H\\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
T T
10.50 11.00
5000 m/z 91.1e 15.99%
39.0 ‘
T P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

5000

ol

- ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

i

.

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 5-Ethyl-3-methylhept-1-en-4-ol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.587 2.20 ng/ul 360838 Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-3-methylhept-1-en-4-o0l 156 C10H200 286424-80-4 50
2 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 47
3 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 38
4 Butanedioic acid, monomethyl ester 132 C5H804 003878-55-5 32
5 Ethanol, 2-(1,1-dimethylethoxy)- 118 C6H1402 007580-85-0 32

Abundance Scan 1411 (11.587 min): BP016979.D\data.ms (-1407) (- m/z 57.10 100.00%
57.1

%

5000
h | M151477.0 2489 329.9 412.9470.7533.4 1150
Ol bl b ALY 2489 9299 4129870.79334  'm/z 101.e5  71.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32946: 5-Ethyl-3-methylhept-1-en-4-ol
59.0
5000 —r ‘
11.50
m/z 59.10 68.02%
Oll‘ “l\[\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9258: Butanoic acid, 3,3-dimethyl-
57.0
L T
11.50
5000 m/z 41.10  38.70%
O‘LHJ"‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4575: N-(n-Propyl)acetamide —
30.0 11.50
m/z 43.10 28.85%
5000
101.0
0 w‘Jl‘u“"w_‘H,mww_mwwu_m_m_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP@90523.MA.M Fri Sep 08 13:37:38 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Adamantanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.081 2.71 ng/ul 444493  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 90
2 1-Adamantanol 152 C10H160 000768-95-6 90
3 1-Adamantanol 152 C10H160 000768-95-6 90
4 1-Adamantanol 152 C10H160 000768-95-6 87
5 4-Pyridinol 95 C5H5NO 000626-64-2 58
Abundance Scan 1495 (12.081 min): BP016979.D\data.ms (-1485) (- m/z 95.10 100.00%
95.1
- J/\/w
7 \
1 b1 12.00
01 38Rl 1981 2529 324.7 4120 | 8204 1/ 155 20 14.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29090: 1-Adamantanol
95.0
5000 Y
12.00
m/z 94.05 12.40%
0‘\23\-19’”\.‘\‘#\\“‘1\'\I‘?‘b\.g\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29087: 1-Adamantanol
95.0
— T \
12.00
5000 m/z 41.10 10.50%
0_21],11‘4‘Hem‘7‘5“{‘0"_HWm‘w_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29091: 1-Adamantanol — ‘
95.0 12.00
m/z 77.00 9.37%
027'9,mw15£'° .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 3-Methylbenzothiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.363 2.88 ng/ul 471635 Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 86
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 83
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 83
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
Abundance Scan 1543 (12.363 min): BP016979.D\data.ms (-1539) (- | m/z 147.05 100.00%
147 1
= —r
63.0 ‘ 12.00 12.50
ol ipbhapll, 41 2081 2831 3852 4502 5278 ny 14505 78.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26957: 3-Methylbenzothiophene
148.0
5000 — S N—
12.00 12.50
m/z 145.05 16.90%
69.0
0 \1\“%\WMlM\“l\m["!”\\‘\\\\\‘\\H‘\\\\‘\\H‘H\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
— =5
12.00 12.50
5000 m/z 121.10 14.63%
45.0
0 ‘JUAmmﬂJh‘”‘H“‘H“H“‘H“‘H“_“‘_“W“‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26961: Benzo[b]thiophene, 5-methyl- . —
147.0 12.00 12.50
m/z 149.00 12.64%
5000
45.0
Y — hny) S
mlz--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Methylindan-2-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.698 2.71 ng/ul 443725  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 91
2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 87
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 68
4 1-Phenyldodec-1-en-3-one 258 C18H260 872268-56-9 50
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 49

Abundance Scan 1600 (12.698 min): BP016979.D\data.ms (-1595) (- m/z 131.00 100.00%

131.0
5000
51.0

ap A A
\ | ‘ ‘ 12.50 13.00
ol bbb LLL || 207.1268.1327.1 3950 462.08215 /7 146.05 72.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24910: 1-Methylindan-2-one
1371.0
5000 T T T w’j‘\f{\“
12.50 13.00

} m/z 117.05 42.58%

51.0
‘\\\J\“lf“#l}\d‘fl\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0

\
12.50 13.00

o

5000 m/z 103.05  42.20%
39.0 ‘
0 “"J‘QWM_‘ “,‘HwHH‘HH,Hwawww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 12.50 13.00

m/z 145.05 31.97%

HMJJ.M '.l s SN

bl
R m o e e o B e SEmmEmaw

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.987 2.09 ng/ul 449435  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 93
2 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 91
3 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 90
4 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 87
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 72

Abundance Scan 1649 (12.987 min): BP016979.D\data.ms (-1644) (- m/z 145.05 100.00%
145.1

5000

=

771

SN
V ‘ 13.00
bbb, 207.1266.1327.0 4012 4957 4 115,10 35.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #36187: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0

o

=

5000 T T
13.00
m/z 160.20  35.47%

39.0 ‘
Ll L ‘L.“ i J‘ | ‘\ WL

LB DAL N L I L L B R B R I B R U B B

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

Abundance  #36190: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0

o

=

T
13.00
5000 m/z 117.10  26.49%

39.0
MwawwkwwAw‘”\”‘W‘”‘M‘”\”‘W‘”‘M‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36185: Ethanone, 1-(2,3-dihydro-1H-inden-5-yl)- —
145.0 13.00
m/z 91.10 18.80%

o

-

5000

4

40 ‘
S N — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 2-Propenal, 2-methyl-3-phenyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.351 4.89 ng/ul 1049440  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 53
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 46
3 7-Quinolinol 145 C9H7NO 000580-20-1 45
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 43
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 41

Abundance Scan 1711 (13.351 min): BP016979.D\data.ms (-1707) (- m/z 145.05 100.00%
145.1

—

45.0
5000
c 13.00 13.50
0l 208.2267.1328.1390.3 474.9 542.¢ m/z 117.10 62.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24943: 2-Propenal, 2-methyl-3-phenyl-
145.0
5000 = SR
78, 13.00 13.50

m/z 89.10 57.24%

5-&&‘ ‘\ IH )

nr

0‘\\‘\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24944: 2-Propenal, 2-methyl-3-phenyl-
145.0
- e
13.00 13.50
5000 m/z 146.05 55.86%
78.0
owd,ﬁ.n.l’x\m,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24849: 7-Quinolinol — —
145.0 13.00 13.50
m/z 45.05 54.93%
5000
6&0"
obbbed A IV
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.498 20.40 ng/ul 4379960  Acenaphthene-di10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl(1-cyclopentylethoxy)silane 172 C9H200Si 1000278-72-3 47
2 2-(2-(2-Butoxyethoxy)ethoxy)acet... 220 C10H2005 075427-76-8 42
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 38
4 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 38
5 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 37

Abundance Scan 1736 (13.498 min): BP016979.D\data.ms (-1726) (- m/z 45.05 100.00%

45.0
103.1
5000
L=
J 13.50
Ol dbih il 16112230 325 4153 5043 . 5710 76.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48174: Dimethyl(1-cyclopentylethoxy)silane
108.0
5000 T T
1. 13.50
m/z 75.10 68.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98212: 2-(2-(2-Butoxyethoxy)ethoxy)acetic acid
45.0
L
103.0 13.50
5000 m/z 103.18  57.77%
oJ‘MJJHMG&O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5037: 3,3-Dimethylbutane-2-ol =
57.0 13.50
m/z 59.05 55.73%
- AJL

‘\\\\‘\\l\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.640 8.02 ng/ul 1721410  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 87
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 59
3 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 53
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 49
5 4-Pteridinecarboxylic acid, 7-me... 218 C10H10N402 016008-52-9 38

Abundance Scan 1760 (13.640 min): BP016979.D\data.ms (-1751) (- m/z 146.05 100.00%
146.1

5000
77. [ — T j‘L\_‘f
\ ‘ M 13.50 14.00
O bbb h 4 4 2071 281.1342.3 4153473.15382 /7 164 20  62.95%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 RviSa— A¥r\f
13.50 14.00

010 m/z 117.10  40.31%

0‘?\Z\.\P’I"\“\Jl\‘J[“\J\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0

T T
13.50 14.00

5000 m/z 119.05  38.35%
il
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39300: Benzoic acid, 2,4,6-trimethyl- =T T
146.0 13.50 14.00
m/z 118.10  36.80%
5000
ll
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.922 2.84 ng/ul 609211  Acenaphthene-di10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 81
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 74
3 Benzoic acid, 2,4,5-trimethyl- 164 C1OH1202 000528-90-5 70
4 Benzoic acid, 2,4,5-trimethyl- 164 C1OH1202 000528-90-5 58
5 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 43

Abundance Scan 1808 (13.922 min): BP016979.D\data.ms (-1804) (- m/z 146.05 100.00%
146.1
5000 J
77.
| ‘ ‘ 207 1 ‘ 14.00
0 kol il 29712651 327.1387.2 4754 849 n/7 164.15  85.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 A‘f“f*
14.00
91.0 m/z 117.10 70.65%
0‘\2\7‘\.&’1"\“\&%J[ﬂ\\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
—5
14.00
5000 m/z 119.10 59.78%
77.?
L2 TITEA N S O U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39291: Benzoic acid, 2,4,5-trimethyl- T
164.0 14.00
m/z 118.10 51.73%
5000
91.0
AL S ML
miz--> 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\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.986 2.54 ng/ul 545300 Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 94
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 93
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 87
4 3,4-Dihydro-1-isoquinolinol 147 C9H9NO 001196-38-9 59
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 59

Abundance Scan 1819 (13.987 min): BP016979.D\data.ms (-1815) (- m/z 118.10 100.00%
118.1

5000

-

—
39.1} 14.00
bl 01821 250.7 3182 4195 5131 . 9p.05  ge.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36198: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118.0

o

o

5000 U
14.00
m/z 160.15 65,49%

39.0
Sk ‘ n

‘\\H‘\Hw“\ L R B R B R R R R R R RN

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

Abundance #36192: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl-
118.0

o

——
14.00
5000 m/z 145.05 60.21%

39-01}\ J ‘ ‘A“ n‘\ \ \

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

Abundance #36197: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl-
118.0

o

-

R
14.00
m/z 89.10 36.15%

5000
28.0

mam

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 2,3,5,6-Tetramethylbenzoic ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.269 5.23 ng/ul 1122430  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 97
2 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 91
3 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 52
4 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 46
5 Benzamide, 4-ethyl-N-methyl- 163 C10H13NO 1000419-65-8 41

Abundance Scan 2037 (15.269 min): BP016979.D\data.ms (-2030) (- m/z 117.10 100.00%

Abundance  #36191: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl-
160.0 15.00 15.50
m/z 115.10 60.79%

117.1178.2
5000
39.1 s -
l } A d \ ‘ 15.00 15.50
ol M‘Hu‘h il "l“ i 281:1,385.2414.1475.15371 /7 178.20  94.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52564: 2,3,5,6-Tetramethylbenzoic acid
117.0178.0
5000{ 390 s S
15.00 15.50
L m/z 160.15 92.61%
OWJ/”\UH‘ILAJ 'f‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52565: 2,3,5,6-Tetramethylbenzoic acid
178.0
=T 5
117.0 15.00 15.50
5000 m/z 133.20  78.69%
39.0 \
S TYTI01 T | —
m/z--> O 50 100 150 200 250 300 350 400 450 500
—— —

5000

51.0

.\‘ Ly n“ |

e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 4-Indancarboxylic acid, 7-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.992 5.94 ng/ul 1275370  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 96
2 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 74
3 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 74
4 1-(p-Tolyl)cyclopropanecarboxyli... 176 C11H1202 083846-66-6 70
5 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 58

Abundance Scan 2160 (15.992 min): BP016979.D\data.ms (-2156) (- m/z 131.05 100.00%
1311

%

5000
511" ‘ b0 16.00
O bhhada LL 11P02258.0  341.2399.44611 549, . 176 50 62.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
131.0
5000 T 7
16.00
m/z 115.10 48.60%
63. J
0‘\\\‘\’1‘\"\“\\‘\\ \‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #50759: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrc
131.0

C

16.00
5000 m/z 158.10  38.86%

51.0

}\ Jm ‘lu’hl‘\ i J|\ Al

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

Abundance #50942: 2-(1,2,3,4-Tetrahydronaphthalen-1-yl)ethan-1-ol
131.0 16.00

m/z 130.05 33.13%

O

-

5000

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\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.304 4.37 ng/ul 1059830  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nitrobenzothiazole 180 C7H4N202S 002942-06-5 43
2 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 30
3 Benzothiazole 135 C7H5NS 000095-16-9 30
4 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 30
5 Benzothiazole 135 C7H5NS 000095-16-9 30

Abundance Scan 2383 (17.304 min): BP016979.D\data.ms (-2375) (- m/z 180.10 100.00%
180.1

—

5000 91.1
= ==
17.00 17.50
Obrrolidha A b A, 2811 3552 426.9491.2549. ./, 135 05 92.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55343: 6-Nitrobenzothiazole
180.0
5000 — T
17.00 17.50
6&01 i m/z 91.10 41.99%
0‘\\\\‘!“!\\\‘6\‘\\‘\\\ \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17688: 1H-Pyrazolo[3,4-d]pyrimidin-4-amine
135.0
— ——
17.00 17.50
5000 m/z 134.05  25.52%
28.0
0‘HhMLM“A‘W‘H‘W“W‘H‘_‘H“H‘_‘H‘H“_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17740: Benzothiazole — —
135.0 17.00 17.50
m/z 63.05 12.22%
5000
69.0
O”“”‘"“, — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.251 3.02 ng/ul 730855  Phenanthrene-di10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2544 (18.251 min): BP016979.D\data.ms (-2538) (- m/z 73.05 100.00%

73.0
5000
2133 e S
V 18.00 18.50
Ok ‘k"w\‘#"w J‘LHH“*“‘2‘{‘3‘1“1”‘?"55”1‘“‘1"2‘9 3489.9548. /7 43.10  86.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 ORI R
129.0 18.00 18.50
“ m/z 60.05 86.77%
0‘\\‘\‘“‘ \IV'QM\\“\ \H‘\’\P\\“‘ \l\\V‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— =
18.00 18.50
5000 m/z 57.10 69.17%
129.0
om““ m"“‘ww\

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

—— —

Abundance #143510: n-Hexadecanoic acid
60.0 18.00 18.50
m/z 41.10 68.12%
5000 129.0 MMMMMWWMNﬂMNNMANNAW
“H 213.0
[y — H\H"wM‘HHWH“HH‘w‘w_m_m_m_ —— ——
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\BP@90723\
Data File : BP016979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.328 2.46 ng/ul 596785  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 41
2 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 38
3 2-Amino-4,6-dimethylbenzonitrile 146 C9H1ON2 1010461-05-1 38
4 1H-Indazole, 5,7-dimethyl- 146 C9H1ON2 043067-41-0 35
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 35

Abundance Scan 2557 (18.327 min): BP016979.D\data.ms (-2553) (- m/z 146.05 100.00%
146.1

-

5000
771
— —r—
I \‘ F 6.2 18.00 18.50
o“HMMHMMMMMMWHWW‘ugﬁﬁl“w‘§9%?uﬁ2535§49 m/z 131.05 60.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 — ——
18.00 18.50
39.0 m/z 149.05 50.63%
0‘\\\M!l\m\“.f%’“\'\‘f’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl-
146.0
— —
18.00 18.50
5000 m/z 193.20  39.58%
65.0 |
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25704: 2-Amino-4,6-dimethylbenzonitrile — T
146.0 18.00 18.50
m/z 117.10 34.69%
o W/\AJ\/\MN\
39.0
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\BP@90723\
Data File : BP@16979.D

Acqg On : @7 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.486 2.10 ng/ul 497190  Chrysene-di12 21.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 91

Abundance Scan 2754 (19.486 min): BP016979.D\data.ms (-2751) (- m/z 43.10 100.00%

I NWM
5000 129.1193.2
NS -
0l LA ““ J!luwwshm_ﬂ 2425 4292 5381 m/z 73.10  93.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
185.0 284.0 m/z 57.10 83.46%
0‘\\‘\‘\‘["‘1'\‘!\”\\“\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
P
19.50
5000 284.0 m/z 60.05 80.08%
185.0
0‘ MJ‘M*\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid T
43.0 19.50
m/z 55.10 76.65%
5000
12
“ 9.0 284.0
o_“‘ “}““m%\* —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90723\
Data File : BP@16979.D

Acqg On : 07 Sep 2023 10:03
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@90523.MA.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|
Tetrachloroethy... 4.611 320.6 ng/ul 34714700 1 7.981 2165770 20.0
2-Propanol, 1-b... 6.581 3.7 ng/ul 396134 1 7.981 2165770 20.0
Ethane, 1,1'-ox... 6.663 3.7 ng/ul 401186 1 7.981 2165770 20.0
unknown-01 8.793 2.3 ng/ul 251863 1 7.981 2165770 20.90
1H-Indene, 2,3-... 10.887 3.0 ng/ul 484773 2 10.810 3279860 20.0
5-Ethyl-3-methy... 11.587 2.2 ng/ul 360838 2 10.810 3279860 20.0
1-Adamantanol 12.081 2.7 ng/ul 444493 2 10.810 3279860 20.0
3-Methylbenzoth... 12.363 2.9 ng/ul 471635 2 10.810 3279860 20.0
1-Methylindan-2... 12.698 2.7 ng/ul 443725 2 10.810 3279860 20.0
1H-Inden-1-one,... 12.987 2.1 ng/ul 449435 3 14.640 4293330 20.0
2-Propenal, 2-m... 13.351 4.9 ng/ul 1049440 3 14.640 4293330 20.0
unknown-02 13.498 20.4 ng/ul 4379960 3 14.640 4293330 20.90
Benzoic acid, 2... 13.640 8.0 ng/ul 1721410 3 14.640 4293330 20.0
Benzoic acid, 2... 13.922 2.8 ng/ul 609211 3 14.640 4293330 20.0
1(2H)-Naphthale... 13.986 2.5 ng/ul 545300 3 14.640 4293330 20.0
2,3,5,6-Tetrame... 15.269 5.2 ng/ul 1122430 3 14.640 4293330 20.90
4-Indancarboxyl... 15.992 5.9 ng/ul 1275370 3 14.640 4293330 20.0
unknown-03 17.304 4.4 ng/ul 1059830 4 17.410 4847410 20.0
n-Hexadecanoic ... 18.251 3.0 ng/ul 730855 4 17.410 4847410 20.0
unknown-04 18.328 2.5 ng/ul 596785 4 17.410 4847410 20.0
Octadecanoic acid 19.486 2.1 ng/ul 497190 5 21.504 4741840 20.0
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