LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc :

ALS Vvial : 34 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©91223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17146.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 25 30 36 rBV 629634 990111 7.97% 1.347%
2 3.352 41 45 55 rVB 174491 257926 2.08% 0.351%
3  3.587 81 85 90 rBV 26147 34094 0.27% 0.046%
4 3,752 110 113 127 rBV 230988 382935 3.08% 0.521%
5 3.852 127 130 135 rVB 16872 24937 0.20% 0.034%
6 3.946 141 146 151 rVB2 33167 52104 0.42% 0.071%
7 4.058 161 165 170 rBvV2 11204 16677 ©0.13% 0.023%
8 4.328 207 211 216 rVB 27229 36686 ©0.30% 0.050%
9 4.381 216 220 230 rVB2 16898 26534 0.21% 0.036%
10 4.587 245 255 261 rBV 62158 105748 ©.85% 0.144%
11 5.e58 329 335 339 rVW2 16576 24734 0.20% 0.034%
12 5.116 339 345 353 rVB6 16826 34408 0.28% 0.047%
13 5.393 389 392 398 rVB5 8376 12794 0.10% 0.017%
14 6.022 493 499 502 rBV2 16962 29084 0.23% 0.040%
15 6.222 527 533 540 rVBS8 7593 16026 0.13% 0.022%
16 6.634 598 603 611 rBV 714407 1017144 8.19% 1.384%
17 7.165 677 683 685 rBV 81697 121402 ©0.98% 0.165%
18 7.140 685 689 698 rVW 138361 261630 2.11% 0.356%
19 7.293 707 715 725 rBV 714607 1111517 8.95% 1.512%
20 7.475 739 746 757 rBV 711549 1118726 9.01% 1.522%
21 7.952 820 827 836 rBV 615057 970827  7.82% 1.321%
22 8.693 941 953 967 rBV2 369128 1131316 9.11% 1.539%
23 9.034 1005 1011 1013 rBV5 13859 25609 0.21% 0.035%
24  9.069 1013 1017 1023 rVB2 24814 44407 0.36% ©0.060%
25 9.151 1023 1031 1040 rBV 811338 1303674 10.50% 1.774%
26 9.246 1042 1047 1050 rBvV3 13865 22709 0.18% 0.031%
27 9.369 1064 1068 1072 rVB6 9047 13129 0.11% 0.018%
28 9.457 1074 1083 1094 rBV 7653373 12416085 100.00% 16.894%
29 9.704 1118 1125 1131 rVB 9922 18451 0.15% 0.025%
30 9.763 1131 1135 1138 rBV4 15473 24687 0.20% 0.034%
31 9.804 1138 1142 1146 rVV3 23457 41664 0.34% 0.057%
32 9.863 1146 1152 1164 rVB 640198 1047708 8.44% 1.426%
33 10.051 1176 1184 1189 rVB 6866 16867 0.14% 0.023%
34 10.398 1236 1243 1250 rBV 1079548 1747722 14.08% 2.378%
35 10.540 1264 1267 1277 rVB5 14342 29130 0.23% 0.040%

36 10.781 1299 1308 1317 rBV 853169 1429720 11.52% 1.945%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc :

ALS Vvial : 34 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©91223.MA.M
Title : SVOA CALIBRATION
37 10.940 1328 1335 1344 rBV 590072 992047 7.99%  1.350%
38 11.110 1361 1364 1367 rBV5 9353 13425 0.11% 0.018%
39 11.534 1431 1436 1440 rBv7 9270 20318 0.16% 0.028%
40 11.604 1443 1448 1453 rVV6 17962 34277 0.28% 0.047%
41 11.663 1455 1458 1464 rVB8 12811 23375 0.19% 0.032%
42 11.798 1472 1481 1489 rBV6 43269 118058 0.95% 0.161%
43 11.945 1500 1506 1513 rVBS 12573 29309 0.24% 0.040%
44 12.051 1516 1524 1532 rVB 129970 221786 1.79% 0.302%
45 12.145 1534 1540 1545 rVB1o 7343 14581 0.12% ©0.020%
46 12.240 1547 1556 1561 rBV3 27767 73750 0.59% 0.100%
47 12.298 1562 1566 1570 rBV3 15906 24089 0.19% 0.033%
48 12.363 1572 1577 1579 rBV3 17537 27007 0.22% 0.037%
49 12.545 1604 1608 1609 rBv4 10393 13031 0.10% 0.018%
50 12.663 1625 1628 1633 rBV7 11382 22514 0.18% 0.031%
51 12.781 1644 1648 1654 rBV8 9249 18449 0.15% 0.025%
52 12.881 1658 1665 1674 rBvVS8 14327 49961 0.40% 0.068%
53 13.045 1689 1693 1697 rBV7 9537 13566 0.11% 0.018%
54 13.157 1706 1712 1721 rVB7 18330 41148 ©.33% 0.056%
55 13.322 1735 1740 1747 rBV6 42373 92792 0.75% 0.126%
56 13.463 1759 1764 1769 rBV 86117 125483 1.01% 0.171%
57 13.604 1783 1788 1796 rBV 246987 386359 3.11% 0.526%
58 13.739 1805 1811 1817 rVB9 15757 40781 ©0.33% 0.055%
59 13.816 1819 1824 1827 rBV5 19481 37352 0.30% 0.051%
60 13.857 1827 1831 1834 rVV2 33284 48559 0.39% 0.066%
61 13.892 1834 1837 1843 rVB 72845 108413 0.87% 0.148%
62 14.028 1854 1860 1870 rBV 2296829 3038465 24.47% 4.134%
63 14.116 1872 1875 1883 rVB6 25490 45210 0.36% 0.062%
64 14.192 1884 1888 1890 rBvV4 18350 28196 ©0.23% 0.038%
65 14.228 1890 1894 1901 rVB3 46060 68830 0.55% 0.094%
66 14.310 1901 1908 1918 rBV 2258355 3357606 27.04% 4.569%
67 14.392 1918 1922 1925 rBV3 19399 27841 0.22% 0.038%
68 14.510 1937 1942 1947 rBV5 35635 55039 0.44% 0.975%
69 14.610 1953 1959 1967 rVB 1296210 1920056 15.46% 2.613%
70 14.681 1968 1971 1976 rVB6 21698 31042 0.25% 0.042%
71 14.734 1976 1980 1985 rBV7 16112 35981 0.29% 0.049%
72 14.834 1992 1997 2005 rBV 211248 375248 3.02% 0.511%
73 14.975 2017 2021 2030 rVB 53127 105393 0.85% 0.143%
74 15.075 2032 2038 2040 rBV6 18754 35201 0.28% 0.048%
75 15.163 2047 2053 2059 rBV 419036 621294 5.00% 0.845%

76 15.245 2060 2067 2078 rVB3 85550 170776  1.38% ©.232%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc :

ALS Vvial : 34 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©91223.MA.M
Title : SVOA CALIBRATION

77 15.451 2099 2102 2109 rVB5 20321 35246 0.28% 0.048%
78 15.610 2122 2129 2137 rBV 3194199 4487745 36.14% 6.106%
79 15.733 2145 2150 2165 rBV 1127745 1606895 12.94% 2.186%
80 15.851 2165 2170 2171 rVV4 46905 63882 ©0.51% 0.087%
81 15.886 2171 2176 2183 rVV 503212 746976  6.02% 1.016%
82 15.957 2184 2188 2196 rVB4 37542 66208 0.53% 0.090%
83 16.186 2224 2227 2232 rVB7 18562 25674 0.21% 0.035%
84 16.245 2232 2237 2247 rBV 118803 206173 1.66% 0.281%
85 16.986 2360 2363 2366 rBv4 22145 34370 0.28% 0.047%
86 17.116 2383 2385 2389 rVB5 13081 13129 0.11% 0.018%
87 17.380 2424 2430 2437 rBV 1735725 2442844 19.67%  3.324%
88 17.486 2441 2448 2457 rBV 3908014 5542254 44.64% 7.541%
89 18.169 2561 2564 2569 rVB2 37358 46700 0.38% 0.064%
90 18.227 2569 2574 2583 rBV 481693 682210 5.49% 0.928%
91 19.292 2752 2755 2758 rBV 52178 58599 0.47% ©0.080%
92 19.363 2764 2767 2771 rVB2 57577 72819 0.59% 0.099%
93 19.463 2780 2784 2792 rBV 320656 442165 3.56% 0.602%
94 19.722 2822 2828 2840 rBV 5495133 6919621 55.73% 9.415%
95 21.486 3123 3128 3134 rVB 1921898 2568123 20.68% 3.494%
96 23.845 3521 3529 3541 rVB2 3111767 6426597 51.76% 8.744%
97 24.010 3550 3557 3567 rVB 1237902 2539707 20.45%  3.456%

Sum of corrected areas: 73493467
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 13 Sep 2023 13:23
: MA/JU
: 04324-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\
BP017146.D

: 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.MA.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BP017146.D\data.ms
9.457

10. 39810
3.264 6.634 7.293175 7.952

9.863 (8840
33253 Sarsizmmise7 SO5H6.303 _6.08222 A 7711@1 540ﬁ

g B.051 11.1101115006

350 400 450 5. OO 550 6.00 650 7.00 750 8.00 10.00 10.50 11.00 11.50

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP017146.D\data.ms

19.722

17.486
15.610
14.028.310

17.380
14.610 733

5.886 18.227
5.163 9 é% 463

J@y&ﬂs 1985EP1265 1619816 18969 1998@3T)|

0%

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP017146.D\data.ms

23.845

21.486
4.010

21.00 2150 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\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 1 Tetrachloroethylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.587 2.18 ng/ul 105748 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 94
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 32
Abundance Scan 255 (4.587 min): BP017146.D\data.ms (-245) (-) m/z 165.90 100.00%
165.9
5000 93.8
e B
; ‘ ‘ 420 4.40 4.60 4.80 5.00
ol 338 UL L L . 2809 355941404751 8431 ./, 163,75  73.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene
166.0
5000 [T T T[T T T T[T T T T [TTT T TT
94.0 4.20 4.40 4.60 4.80 5.00

m/z 128.90  64.64%

35{“ I ‘\ ‘

O e b
m/z--> 6 Sb 160 15‘0 260 25‘0 360 35‘0 460 4‘50 560 55‘0
Abundance #39852: Tetrachloroethylene
166.0
4.20 4.40 4.60 4.80 5.00
5000 m/z 130.90 62.09%
94.0

||

SSL.E)‘\ |

(O B B B e R R R S A RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39853: Tetrachloroethylene T T
166.0 4.20 4.40 4.60 4.80 5.00
m/z 167.90  47.15%
5000 94.0

35T
w‘\"\ ‘1‘\ ‘ ‘

‘\\\\‘\\\\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 2 Ethane, 1,1'-oxybis[2-methoxy- Concentration Rank 2

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

6.634 20.95 ng/ul 1017146  1,4-Dichlorobenzene-d4 7.952
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 83
3 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 83
4 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 64
5 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 9
Abundance Scan 603 (6.634 min): BP017146.D\data.ms (-598) (-) m/z 59.05 100.00%

59.0
5000

6.40 6.60 6.80 7.00

‘ 133.1193.1 282.0341.7400.7 474.7535.0

o_m‘\‘ e et o L LADD. L A8 09390 m/z 58.00  41.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17326: Ethane, 1,1'-oxybis[2-methoxy-
59.0
5000 L B I L A BN B L

6.40 6.60 6.80 7.00
m/z 44.95 35.61%

il
O‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17323: Ethane, 1,1'-oxybis[2-methoxy-
59.0
AN NA RS SR
6.40 6.60 6.80 7.00
5000 ITI z 89.10 21.98%
o"H\ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17327: Ethane, 1,1'-oxybis[2-methoxy- T
59.0 6.40 6.60 6.80 7.00

m/z 43.00 12.35%

5000 M
Ll

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\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 3 Triethyl phosphate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.457 173.69 ng/ul 12416100 Naphthalene-d8 10.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl phosphate 182 C6H1504P 000078-40-0 94
2 Triethyl phosphate 182 C6H1504P 000078-40-0 94
3 Triethyl phosphate 182 C6H1504P 000078-40-0 91
4 Triethyl phosphate 182 C6H1504P 000078-40-0 90
5 Phosphoric acid, diethyl undecyl... 308 C15H3304P 1000308-88-8 42
Abundance Scan 1083 (9.457 min): BP017146.D\data.ms (-1074) (-) m/z 98.95 100.00%
99.0
5000 A
 EAEEmEE R RS
{ 82.1 9.20 9.40 9.60 9.80
ol AUO LI 1| 1821 28058330.2307.445865202 /7 155.10  78.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57145: Triethyl phosphate
99.0
29.0
5000 L B I L L BN U
9.20 9.40 9.60 9.80
m/z 127.00  52.13%
O‘\\\\J"\‘\\‘J J\‘\"\“\\S%.P\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57144: Triethyl phosphate
99.0
A mm L RRE
9.20 9.40 9.60 9.80
5000 m/z 81.00 49.,66%
29.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57146: Triethyl phosphate e ERRRR R
99.0 9.20 9.40 9.60 9.80
m/z 109.00  39.47%
5000
29.0
82.0
ol 1‘}‘““&‘”*"HH_m‘mWm_m_mww SR & S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 1-Adamantanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.051 3.10 ng/ul 221786  Naphthalene-d8 10.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 94
2 1-Adamantanol 152 C10H160 000768-95-6 91
3 1-Adamantanol 152 C10H160 000768-95-6 91
4 1-Adamantanol 152 C10H160 000768-95-6 91
5 Succinic acid, di(hept-1,6-dien-... 306 C18H2604 1000391-33-6 59
Abundance Scan 1524 (12.051 min): BP017146.D\data.ms (-1516) (| m/z 94.95 100.00%
95.0
5000
T T \
15&3 1 12.00
032k TOF 217,2280.9 343 64019 47535396 /7 152.05  16.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29090: 1-Adamantanol
95.0
5000 o) e JL
12.00
m/z 94.00 12.08%
0‘\2\7”\‘19’”“\\‘}%\““1\%?F.R\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29087: 1-Adamantanol
95.0
o T
12.00
5000 m/z 41.00 10.01%
27\' il 158.0
O+ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29082: 1-Adamantanol T ‘
95.0 12.00
m/z 76.95 8.29%
B thw
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\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 5 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.604 4.02 ng/ul 386359  Acenaphthene-d10 14.610
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 64
3 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 60
4 p-Coumaric acid 164 C9H803 007400-08-0 38
5 p-Coumaric acid, trans 164 CSH803 000501-98-4 38

Abundance Scan 1788 (13.604 min): BP017146.D\data.ms (-1783) (| m/z 146.85 100.00%
146.1
5000
7 — L
' ‘ ‘H 13.50 14.00
O hibladd | | 207.02669326.9 4007 47495347 ./, 164 05 66.11%
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 —— e
13.50 14.00
m/z 117.05  40.06%

o

91.0
‘\ZZ\.E’M\“\LL%J[”\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39300: Benzoic acid, 2,4,6-trimethyl-
146.0

13.50 14.00
5000 ITI/Z 118.10 36.75%
77.T
oMo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl- —=t e
146.0 13.50 14.00
m/z 119.10 35.56%
5000
77.?
2T U N e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B
01
: M
: 0

03

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\

PO17146.D

3 Sep 2023 13:23
A/JU

4324-06

4  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Benzenesulfonamide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.163 6.47 ng/ul 621294  Acenaphthene-di10 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide 157 C6H7NO2S 000098-10-2 96
2 Benzenesulfonyl chloride 176 C6H5C102S 000098-09-9 50
3 Benzenesulfonamide 157 C6H7NO2S 000098-10-2 47
4 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 47

5 4H-1,2,4-Triazole-4-benzenesulfo... 224 C8H8N402S 029982-62-5 40

Abundance Scan 2053 (15.163 min): BP017146.D\data.ms (-2047) (- m/z 77.00 100.00%

71.0
5000
157.0

==
1500 15.50

obrtdadd L 2231 34114009 487.7546:  n/; 93.00  34.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34215: Benzenesulfonamide
77.0
5000 T
1500 1550

157.0
51.00  33.92%

\ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51140: Benzenesulfonyl chloride
77.0

o

1500 1550
m/z 157.00  28.89%
5000 141.0 /
018.q ‘ A ol ) ‘J
bt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34214: Benzenesulfonamide - —

71.0 15.00 15.50

m/z 141.00  22.18%

5000
157.0
0 PL\I\ } l P

- ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 Benzenesulfonamide, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.886 7.78 ng/ul 746976  Acenaphthene-die 14.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, 2-methyl- 171 C7H9ONO2S 000088-19-7 96
2 Benzenesulfonamide, 2-methyl- 171 C7H9NO2S 000088-19-7 94
3 Benzenesulfonamide, 2-methyl- 171 C7HINO2S 000088-19-7 94
4 Benzenesulfonamide, 2-methyl- 171 C7H9ONO2S 000088-19-7 91
5 4-(2-Hydroxyethyl)benzenesulfona... 201 C8H11NO3S 000829-71-0 40

Abundance Scan 2176 (15.886 min): BP017146.D\data.ms (-2171) (- m/z 90.00 100.00%

90.0
5000

171.0
\ “ | 15 50 16 00
il

Ot bbb L) 267.0 356.0 437.25038 sz 91.e0  72.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46718: Benzenesulfonamide, 2-methyl-
90.0
5000
171.0 15 50 16 00

m/z 106.00 67.15%

18.0 \ ’
\‘\‘W‘L‘lfjfil\’if\‘\’t\fl\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46720: Benzenesulfonamide, 2-methyl-
90.0

o

15 50 16 00
5000 ITI Z 65.00 40.76%
171.0
0 Jdm J\ﬂ‘ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46721: Benzenesulfonamide, 2-methyl-
90.0 15 50 16 00

m/z 89.00 37.09%

5000
‘ 171.0
0 MJA n Ae

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample : 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.227 5.59 ng/ul 682210  Phenanthrene-di10 17.381
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 92
Abundance Scan 2574 (18.227 min): BP017146.D\data.ms (-2569) (- m/z 73.00 100.00%
73.0
5000 A_L
2132 =
| “H 230 \ ' 18.00 18.50
ob - AMHALET L |1 83.18422400.6 476.1 548 /7 43 05  g88.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 59.95 81.01%
O‘\\\ ‘H \l\‘i‘IWh\“\\‘J\!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 41.05 74 .40%
129.0
A1 TAEEE)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 55.00 66.72%
5000 256.0
129.0
o Ll 3000 S| S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP091223\

Data File : BP@17146.D

Acqg On : 13
Operator : MA/
Sample . 043
Misc

ALS vial : 34

Quant Method
Quant Title

TIC Library

Sep 2023 13:23
Ju
24-06

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©91223.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 9 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.463 3.44 ng/ul 442165  Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2784 (19.463 min): BP017146.D\data.ms (-2780) (-

9.

m/z 73.00 100.00%

5000

s

185 1

WL
Ol LK 'Jmm“_mm_ﬁ??%439‘1‘4999‘5‘47 m/z 43.05 96.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ——
185.0 19.50
‘ ‘ m/z 60.00 78.89%
O‘\\I\ “‘\ ’ H\MW\ ‘\\\\\‘\‘\L r\‘t\W\\‘\\\\‘\\\\‘\\\\‘\H\‘\H\‘\

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

Abundance #179091: Octadecanoic acid
43.0
=
19.50
5000 129.0 m/z 57.18  73.94%
284.0
o_“" Lyl ”J“M““M‘,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid -
73.0 19.50
m/z 55.00  73.42%
5000
H 185.0  284.0
o_w"k‘p u"‘JHHM‘HM“‘w‘H‘\wH_m‘wwww —
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\BP091223\
Data File : BP017146.D

Acqg On : 13 Sep 2023 13:23
Operator : MA/JU

Sample 1 04324-06

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@91223.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... 4,587 2.2 ng/ul 105748 1 7.952 970827 20.0
Ethane, 1,1'-ox... 6.634 20.9 ng/ul 1017140 1 7.952 970827 20.0
Triethyl phosphate 9.457 173.7 ng/ul 124161060 2 10.781 1429720 20.0
1-Adamantanol 12.051 3.1 ng/ul 221786 2 10.781 1429720 20.0
Benzoic acid, 2... 13.604 4.0 ng/ul 386359 3 14.610 1920060 20.0
Benzenesulfonamide 15.163 6.5 ng/ul 621294 3 14.610 1920060 20.0
Benzenesulfonam... 15.886 7.8 ng/ul 746976 3 14.610 1920060 20.0
n-Hexadecanoic ... 18.227 5.6 ng/ul 682210 4 17.381 2442840 20.0
Octadecanoic acid 19.463 3.4 ng/ul 442165 5 21.486 2568120 20.0
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