LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acqg On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc :

ALS Vvial : 26 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©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14376.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.393 31 35 38 rBvV 47290 59152 1.24% 0.092%
2 3.428 38 41 46 rVB 25757 34029 0.71% 0.053%
3 3.822 106 108 124 rBV 356649 596913 12.53% ©.925%
4 4.046 142 146 152 rVB2 19414 29176 ©0.61% ©.045%
5 4.269 178 184 189 rBV5 13352 24788 ©.52% 0.038%
6 4.605 234 241 254 rVB 168794 264325 5.55% 0.410%
7 5.081 318 322 330 rVB 18162 28286 ©.59% 0.044%
8 5.299 353 359 375 rVB 636391 955522 20.05% 1.481%
9 5.746 432 435 446 rBV4 14583 30536 0.64% 0.047%
106 6.481 555 560 569 rBvV2 38789 79535 1.67% 0.123%
11 6.663 586 591 597 rVW7 11630 26271 ©.55% 0.041%
12 7.181 673 679 692 rVB 228883 417771 8.77% 0.648%
13 7.340 700 706 714 rBV 834596 1358973 28.52% 2.107%
14 7.546 735 741 749 rBV 859293 1377630 28.91% 2.136%
15 7.875 790 797 800 rBv4 20997 36165 0.76% 0.056%
16 7.910 800 803 810 rVB 32652 52139 1.09% ©0.081%
17 8.016 810 821 827 rBV 709802 1200464 25.19% 1.861%
18 8.110 833 837 847 rVB9 21010 60980 1.28% 0.095%
19 8.322 865 873 877 rBV2 16714 33561 0.70% 0.052%
20 8.393 879 885 891 rVB 172499 283576 5.95% 0.440%
21 8.505 896 904 910 rBV 85114 136620 2.87% 0.212%
22 8.669 925 932 935 rBV3 25233 52344 1.10% 0.081%
23 8.734 935 943 953 rVB 708268 1199111 25.16% 1.859%
24 8.934 971 977 985 rVB5 20202 40771 0.86% ©0.063%
25 9.022 986 992 996 rBV 43213 82851 1.74% ©.128%
26 9.128 1003 1010 1015 rVB2 233250 372022 7.81% 0.577%
27  9.199 1015 1022 1032 rBV 1097488 1996680 41.90%  3.095%
28 9.357 1043 1049 1052 rBV6 18956 37278 ©0.78% 0.058%
29 9.393 1052 1055 1062 rVB6 22067 43130 0.91% 0.067%
30 9.475 1064 1069 1074 rVB2 19508 33633 0.71% 0.052%
31 9.546 1075 1081 1090 rVv4 67286 131577 2.76%  0.204%
32 9.652 1092 1099 1107 rVB2 388072 635882 13.34% 0.986%
33 9.775 1114 1120 1125 rVB7 26207 49652 1.04% 0.077%
34 9.846 1125 1132 1138 rBV8 12840 36999 0.78% 0.057%
35 9.922 1138 1145 1156 rBV 929774 1579995 33.15%  2.449%
36 10.022 1157 1162 1165 rBV3 30310 57625 1.21% ©.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acqg On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc :

ALS Vvial : 26 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©32823.M
Title : SVOA CALIBRATION
37 10.081 1167 1172 1179 rVB 144916 240208 5.04% 0.372%
38 10.228 1191 1197 1206 rBV 201964 342984 7.20%  ©.532%
39 10.304 1206 1210 1212 rBV2 18599 24664 0.52% 0.038%
40 10.463 1231 1237 1245 rBV 1246228 2219213 46.57% 3.440%
41 10.528 1245 1248 1258 rVB 69073 133161 2.79% 0.206%
42 10.604 1258 1261 1265 rBV6 17671 29097 0.61% 0.045%
43 10.751 1282 1286 1289 rBvV6 16939 27471 0.58% 0.043%
44 10.787 1289 1292 1295 rBV3 21828 35364 ©.74% ©.055%
45 10.840 1295 1301 1315 rVB 990220 1812680 38.04% 2.810%
46 10.987 1315 1326 1335 rBV 716788 1433346 30.08% 2.222%
47 11.093 1341 1344 1351 rVB8 23722 49350 1.04% 0.076%
48 11.199 1358 1362 1367 rBV6 16186 27754 0.58% 0.043%
49 11.257 1369 1372 1378 rVB7 19930 29808 0.63% 0.046%
50 11.399 1391 1396 1399 rBv4 26268 49732 1.04% 0.077%
51 11.557 1418 1423 1430 rVB2 54504 94456  1.98% 0.146%
52 11.751 1453 1456 1461 rVB4 24453 39441 0.83% 0.061%
53 12.040 1501 1505 1512 rBV8 30695 54205 1.14% ©0.084%
54 12.104 1512 1516 1520 rVB4 22301 36175 ©.76% ©.056%
55 12.181 1520 1529 1534 rBV 349361 611424 12.83% 0.948%
56 12.234 1534 1538 1543 rVB6 37878 66814 1.40% 0.104%
57 12.363 1554 1560 1567 rBV5 81424 183343 3.85% 0.284%
58 12.610 1598 1602 1607 rBV3 43779 68048 1.43% 0.105%
59 12.716 1616 1620 1626 rBVS8 23237 56496 1.19% 0.088%
60 12.875 1645 1647 1652 rVB5 27470 34176 0.72% 0.053%
61 13.269 1709 1714 1723 rVB3 118451 211566 4.44%  0.328%
62 13.375 1728 1732 1733 rBv4 23627 28076 0.59% 0.044%
63 13.475 1746 1749 1752 rBV3 22826 27971 0.59% 0.043%
64 13.545 1759 1761 1766 rVB4 33604 48160 1.01% ©.075%
65 13.728 1788 1792 1796 rVB6 39001 60987 1.28% 0.095%
66 13.851 1810 1813 1816 rVB4 30762 35237 ©.74% 0.055%
67 13.898 1817 1821 1825 rvv2 82518 124132 2.60% 0.192%
68 13.940 1825 1828 1833 rwV 84345 128143 2.69% 0.199%
69 13.987 1833 1836 1842 rVWV5 50953 116494 2.44% 0.181%
70 14.081 1846 1852 1859 rVB 2430706 3393043 71.20% 5.260%
71 14.228 1874 1877 1880 rBV2 29441 38460 0.81% 0.060%
72 14.369 1895 1901 1908 rBV 2543979 3747445 78.63% 5.809%
73 14.487 1915 1921 1930 rBV 307190 495539 10.40% 0.768%
74 14.592 1935 1939 1943 rBV 130094 186587 3.92% 0.289%
75 14.675 1947 1953 1959 rVV 1494147 2299244 48.25% 3.564%
76 14.734 1959 1963 1970 rVB 184314 280979 5.90% 0.436%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acqg On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc :

ALS Vvial : 26 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©32823.M

Title : SVOA CALIBRATION

77 14.910 1989 1993 2001 rBV 106149 213570 4.48% 0.331%
78 15.063 2015 2019 2026 rVB9 51796 120000 2.52% 0.186%
79 15.410 2074 2078 2085 rBV 172343 265048 5.56% 0.411%
80 15.669 2116 2122 2127 rBV 3466249 4765711 100.00% 7.388%
81 15.722 2127 2131 2137 rVB 136761 210538 4.42% 0.326%
82 15.792 2137 2143 2149 rBV 1216912 1749834 36.72% 2.712%
83 15.881 2154 2158 2162 rVW 454564 540824 11.35% ©.838%
84 15.934 2164 2167 2174 rVB3 85094 125997 2.64% 0.195%
85 16.192 2205 2211 2219 rVB 875285 1288751 27.04% 1.998%
86 16.516 2264 2266 2271 rVB 44522 47426 1.00% 0.074%
87 16.704 2293 2298 2309 rBV 507452 767890 16.11% 1.190%
88 17.233 2383 2388 2394 rBV 507119 721399 15.14% 1.118%
89 17.433 2417 2422 2430 rVB 1682022 2307175 48.41% 3.576%
90 17.533 2433 2439 2449 rBV 3212790 4558574 95.65% 7.066%
91 18.298 2566 2569 2577 rVB3 193615 243410 5.11% 0.377%
92 19.463 2764 2767 2771 rVB 85365 88064 1.85% 0.137%
93 19.527 2775 2778 2785 rVB3 92489 136377 2.86% 0.211%
94 19.763 2812 2818 2822 rBV 3574334 4579366 96.09% 7.099%
95 19.804 2822 2825 2834 rVB 396886 535660 11.24% 0.830%
96 20.733 2979 2983 2987 rBV 233149 253250 5.31% 0.393%
97 21.204 3060 3063 3072 rVB2 151702 233729 4.90% 0.362%
98 21.521 3112 3117 3126 rVB 1417211 1942571 40.76%  3.011%
99 23.880 3511 3518 3528 rVB 2242355 4345118 91.17% 6.736%
100 24.045 3539 3546 3555 rVB2 1009237 2112515 44.33%  3.275%

Sum of corrected areas: 64510232
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 29 Mar 2023 22:41
: CG/JU
. 02041-01

. 26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
BP014376.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M
. SVOA CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BP014376.D\data.ms

7.340646

5.299 8.016

3.822

4.605
3308 4.046269 | 5.081

9.199

9.922
8.734

652
5.746 648563 lﬂ\mﬁlﬂ@%ﬂ%ﬂe @gﬁgﬁi@A ?21@%2 i

10.463
10.840

0.987

85775

Time-->

350 4.00 450

5,00 5.50 600 6.50 700 7.50 800

8.50

900 9.50

10.00 10.50

11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP014376.D\data.ms
15.669

14, 08’1.4 .369

14.675

5.792
16.192

186.881 16.704 17.23

34|| 16.51

12.181 .

17.4

17.533

s ...

19.

V63

19945?J

19,804

B

0
Time-->

12.00 1250 13. OO 13.50 14.00 1450 15.00 1550 16.00 16.50

17.00 17.50 18.00 18.50 19.00 19. 50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BP014376.D\data.ms

23.880

21.521

4.045

20.733 21.204

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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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
BP014376.D

: 29 Mar 2023 22:41
: CG/JU
. 02041-01

: 26 Sample Multiplier: 1

hod :

le

ry

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 1,3-Oxathiolane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
4.605  4.40 ng/ul 264325  1,4-Dichlorobenzene-d4  8.16
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Oxathiolane % CaHeos 002094-97-5 91

002094-97-5 83
054340-91-9 59
000598-52-7 50
010304-16-2 42

,3-0Oxathiolane 90 C3H60S
eptanoic acid, 2-hydroxy-, meth... 160 C8H1603
hiourea, methyl- 90 C2H6N2S
-Thietanol 90 C3H60S

VA wWwN R
WHIRPR

Abundance Scan 241 (4.605 min): BP014376.D\data.ms (-234) (-)
60.0

m/z 59.95 100.00%

5000

SN | WE—
4.20 4.40 4.60 4.80 5.00
A4 B1691781  280.9 3550 4316 5371 ./, 99,00  95.94%

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

o

Abundance #2559: 1,3-Oxathiolane
60.0
5000 [T T T I T T[T T T[T oo T
4.20 4.40 4.60 4.80 5.00
m/z 59.00 68.90%
O\IU\i‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2558: 1,3-Oxathiolane
90.0
RERRERESRIEEEEE SRR
4.20 4.40 4.60 4.80 5.00
5000 m/z 44.95 61.39%
29.
0 ‘[a'w e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #36709: Heptanoic acid, 2-hydroxy-, methyl ester P TR
90.0 4.20 4.40 4.60 4.80 5.00

m/z 60.95 26.13%

5000 A
H‘Lu‘\ll I \1\580 /\_A

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

o

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:32 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 3 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.393 4.72 ng/ul 283576  1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Indane 118 CO9H1e 000496-11-7 87
3 Indane 118 C9H1e 000496-11-7 83
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
Abundance Scan 885 (8.393 min): BP014376.D\data.ms (-879) (-) m/z 117.05 100.00%
1171
5000

39.0 8.00 8.20 8.40 8.60 8.80
[
LUl 208.0266.9 341.0 426.2485.7543.F m/z 118.10 59.27%

O et e e o e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10179: Indane
117.0
5000 [T T T T T T T T
8.00 8.20 8.40 8.60 8.80
39.0 m/z 115.05 36.37%
O‘\\1\‘\\“l‘\m\]\JJ‘l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
R N
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.00 20.63%
.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10180: Indane AR e RBRENERE NS
117.0 8.00 8.20 8.40 8.60 8.80
m/z 63.00 10.47%
5000
39.0 ‘
o_”‘!lhhuumHwH_H‘,‘m‘HH_ww_ww_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 4 Benzene, 1,2-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.505 2.28 ng/ul 136620 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 95
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 93

4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 91
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91

Abundance Scan 904 (8.505 min): BP014376.D\data.ms (-896) (-) m/z 105.10 100.00%

10541

-

5000
39.0 2071 8.20 8.40 8.60 8.80
Ol kbl dlL] 2071 2819 357.14167 4922 ' 47 119.10  96.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 R R RN R |
8.20 8.40 8.60 8.80
m/z 134.00 40.95%
39.0
O‘\\L\J\Ii\”f”\“\v“\“ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17034: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 ITI/Z 90.95 31.79%
39.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17031: Benzene, 1,4-diethyl- A N AR
119.0 8.20 8.40 8.60 8.80
m/z 77.00 23.91%
5000
41.0 ‘
o_MH«h“W e e e e aSE AR A LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:34 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 5 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.128 6.20 ng/ul 372022 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 94
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87

Abundance Scan 1010 (9.128 min): BP014376.D\data.ms (-1003) (-) m/z 119.05 100.00%

119.1
5000

AR A SRR
43.0 \1
I

8.80 9.00 9.20 9.40

222.0281.0 355.0415.2475.0 547 ,
bl 22202810 355041524750 547 L0 91 0 26.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0

o

5000 A AR AR AR
8.80 9.00 9.20 9.40
m/z 134.00 24.58%
OJUWLlMV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.‘80 9.60 9.’20 9.‘40 |
5000 ITI/Z 116.95 22.51%
19, |
0l b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- R AERRRE
119.0 8.80 9.00 9.20 9.40

m/z 77.00 12.74%

5000
51. 0‘ \
0 whldd “V

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\BP©32923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41

Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Metho
Quant Title

TIC Library

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

6 Benzene, 1,2,3,4-tetramethyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.652 7.02 ng/ul 635882  Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 1099 (9.652 min): BP014376.D\data.ms (-1092) (-) m/z 119.10 100.00%
119.1
5000
57.0 9.50 10.00
O bl gl 2079 20503563415.1475.95338 /7 134.05  41.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 A ——
9.50 10.00
m/z 90.95 21.01%
41.0J
O‘\\‘\\\““\“\‘\\‘IL\U \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
= =
9.50 10.00
5000 ITI/Z 77 .00 9.96%
5]‘.‘0‘ \ u ‘
0 fedr bbb e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- L :
119.0 9.50 10.00
m/z 120.10 9.91%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:36 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.081 2.65 ng/ul 240208 Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Indan, 1-methyl- 132 C1leH12 000767-58-8 87
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 83
Abundance Scan 1172 (10.081 min): BP014376.D\data.ms (-1167) (- m/z 117.00 100.00%
117.0
I W—— ‘
51.0 ‘ 10.00
Obrthidlody 1805 28103404 415047335304 /7 132.05  34.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
10.00
m/z 115.00  29.23%
39.0 ‘
O\\\\‘L‘J‘L\‘ﬂ\lh\““‘\\‘“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
T \
10.00
5000 m/z 131.05 21.86%
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16106: 3-Phenylbut-1-ene
117.0 10.00
m/z 91.00 13.93%
5000
39.0 ‘ ‘
LS S N ——— A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 8 1-Phenyl-1-butene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.228 3.78 ng/ul 342984  Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91

Abundance Scan 1197 (10.228 min): BP014376.D\data.ms (-1191) (- m/z 117.05 100.00%

117.1
5000
— —
51.0 l 1 10.00 10.50
Obrtbldas b 2081 2981 4021 5072 ;m/z 132.00  32.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 —rls -
10.00 10.50
m/z 115.00 29.77%
39.0
O‘\\J\LJ‘L\“\‘J‘\J‘“\\‘I\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16107: 1-Phenyl-1-butene
117.0
P ey
10.00 10.50
5000 ITI/Z 131.00 18.39%
51.0
YU Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 10.00 10.50
m/z 90.95 17.02%
5000
51.0 ‘
o_J‘L{Lu““ju"‘mhWH‘HH_m_m_m_m_m_m_ . S~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:40 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Phenol, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.181 6.75 ng/ul 611424  Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
Abundance Scan 1529 (12.181 min): BP014376.D\data.ms (-1520) (- m/z 135.05 100.00%
135.1
5000
= —
77‘ﬁ | 12.00 12.50
Orrrobihblly || 2069 281934114009 48085409 ./, 196 95 49.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 — e
12.00 12.50
410 l m/z 150.00 17.46%
O‘\\J‘\L’f”rﬂwl‘\\Ll‘”\l\H‘HH‘\\H‘HH“H\|HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
—r— —
12.00 12.50
5000 m/z 95.00 16.79%
77.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27477: Phenol, m-tert-butyl- T T
135.0 12.00 12.50
m/z 77.00 13.99%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:41 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.363 2.02 ng/ul 183343  Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,2,3,3a-Tetrahydropentalene, 1,... 171 C12H13N 1000217-17-0 32
2 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 30
3 Oxalic acid, monoamide, N,N-dibu... 355 C21H41NO3 1010309-46-5 27
4 3,5-Xylenol, 4-chloro-, acetate 198 C10H11C1l02 022012-58-4 27
5 4-Chloro-3-ethylphenol, acetate 198 C1eH11Cl02 1863467-47-3 27

Abundance Scan 1560 (12.363 min): BP014376.D\data.ms (-1554) (- m/z 156.00 100.00%

156.0
5000 78.0

T
L no 12.00 1250
bbb AL 2681 3549 4344 5216 /5 115 00  48.02%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46500: 1,2,3,3a-Tetrahydropentalene, 1,1-dimethyl-3-cy
156.0

5000
1200 1250
m/z 77.95 38.27%

39.0
J‘!J‘L\h\?\?““q\t\lm“\T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46501: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cy
156.0

o

O

1200 1250
5000 91.0 ITI/Z 158.00 34.88%
0 LHWH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264828: Oxalic acid, monoamide, N,N-dibutyl, undecyl €
57.0 156.0 1200 1250
m/z 171.10 29.44%
5000
OW e BB L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:41 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzoic acid, p-tert-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.487 4.31 ng/ul 495539  Acenaphthene-d10 14.675
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 95
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 90
4 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 76
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64

Abundance Scan 1921 (14.487 min): BP014376.D\data.ms (-1915) (-] ' m/z 163.05 100.00%

168.1
5000
91.0
— =
14.50
Orrrebbidiah L || 2667 3551 4203 5050 ./, o160 33.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 L
91.0 14.50

m/z 135.00  30.43%

271.'9\ J uh J

Ll ‘h

O‘\\\f‘f\‘\f‘\f\l\“W\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
=
14.50
5000 ITI/Z 164.05 12.76%
91.0
zg'hjn‘nu ‘ ‘
O ettt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52511: 3-tert-Butylbenzoic acid ——
163.0 14.50
m/z 77.00 12.39%
5000
91.0
0‘\\\\‘u“\J‘“\“m‘\m\‘\uWu\‘\u\‘HHWHWHWH‘\ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:42 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41

Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 12 Diethyltoluamide Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
15.410 2.31 ng/ul 265048  Acenaphthene-di0 14.675
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 94
2 Diethyltoluamide 191 C12H17NO 000134-62-3 93
3 Diethyltoluamide 191 C12H17NO 000134-62-3 83
4 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 74
5 Benzamide, 3-methyl-N-isobutyl- 191 C12H17NO 1000407-41-0 64

Abundance Scan 2078 (15.410 min): BP014376.D\data.ms (-2074) (- m/z 119.00 100.00%

119.0
5000 1901
—5
420J ‘ 15.50
bl Ly | 26693268 39624613 549 /7 91.e5  46.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 —
15.50
m/z 190.05 39.72%
39.0, | ‘
O‘\\\‘\’\!\!‘\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #65681: Diethyltoluamide
119.0
=
15.50
5000 ITI/Z 65.00 18.39%
190.0
39.OJJ
Ottt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65679: Diethyltoluamide T
119.0 15.50
m/z 191.10  13.85%
5000 1900
29.0
o'+t —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50

SFAM-EPA-BP©32823.M Thu Mar 30 12:54:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Tributyl phosphate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.881 4.70 ng/ul 540824  Acenaphthene-d10 14.675
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 83
2 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 72
3 Tributyl phosphate 266 C12H2704P 000126-73-8 58
4 Tributyl phosphate 266 C12H2704P 000126-73-8 56
5 Tributyl phosphate 266 C12H2704P 000126-73-8 52

Abundance Scan 2158 (15.881 min): BP014376.D\data.ms (-2154) (- m/z 98.95 100.00%
99.0

>

5000
— ——
41‘-0 2111 15.50 16.00
Orerebhrerpakt L 1772712 340.040104612 5339 /5 155,60  16.93%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154908: Tributyl phosphate
94.0
5000 e
15.50 16.00
41.0 m/z 41.85 13.20%
| ‘ ’ ‘ 211.0
O‘\\H‘\‘[l\f\\ 1“\\\‘\‘\\\\‘J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #260882: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-te

-

99.0
— —
15.50 16.00
5000 m/z 57.05 12.52%
41.0
0 ‘\‘. IL\ \\\\‘\1%7'0225'0 291.0
A A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154906: Tributyl phosphate T —
99.0 15.50 16.00
m/z 125.00 8.00%
5000
41.0 ’ 211.0
o_uku‘,'lw e = e
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\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenesulfonamide, N-ethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.192 11.17 ng/ul 1288750  Phenanthrene-d10 17.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 91
2 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 52
3 N3, N.alpha.-bis*ptoluenesulfony... 462 C20H22N405S2 1000130-21-9 50
4 Tolbutamide 270 C12H18N203S 000064-77-7 50
5 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 49
Abundance Scan 2211 (16.192 min): BP014376.D\data.ms (-2205) (-} ' m/z 91.00 100.00%
91.0
5000
155.0
—— —
l ’ \ﬁ 16.00 16.50
ol bpd i du | 12188 282.9342.1401.8463.1521.3 /7 155.00  29.14%

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

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

-

5000 U
155.0 16.00 16.50

m/z 64.95  28.69%

zg‘llmth ’J“\L\J!‘\\\I\L\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70708: 4-Toluenesulfonylmethyl isocyanide
91.0

=
16.00 16.50
5000 m/z 90.00 24.91%
155.0

o

27‘.'1\ i 1\ ) \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #329459: N3, N.alpha.-bis*ptoluenesulfonyl)histidineamid A —
91.0 16.00 16.50
m/z 199.05 18.03%

o

—

5000
155.0

253.0 418.0
Ow*HMM“ A’H\HMW‘H*M*H\H*W‘H*M*H\H*W*H*w 8 T T

—p—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenesulfonamide, N-ethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.704 6.66 ng/ul 767890  Phenanthrene-di10 17.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 95
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
3 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 86
4 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 81
5 Benzene, 4-(ethylsulfonyl)-1-met... 184 C9H1202S 007569-34-8 80

Abundance Scan 2298 (16.704 min): BP014376.D\data.ms (-2293) (- m/z 91.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 Benzenesulfonamide, N-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.233 6.25 ng/ul 721399  Phenanthrene-die 17.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-butyl- 213 C10H15N02S 003622-84-2 91
2 Benzenesulfonamide, N-butyl- 213 C1eH15N02S 003622-84-2 76
3 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C10OH7F6NO3S 055734-41-3 59
4 N,N-Dichlorobenzenesulfonamide 225 C6H5C12N02S 000473-29-0 59
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 53

Abundance Scan 2388 (17.233 min): BP014376.D\data.ms (-2383) (- m/z 77.00 100.00%
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 29
. CGg/

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
BP014376.D

Mar 2023 22:41
Ju

. 02041-01

. 26

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 17 n-Hexadecanoic acid Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
18.298 2.11 ng/ul 243410  Phenanthrene-di0 17.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94

Abundance Scan 2569 (18.298 min): BP014376.D\data.ms (-2566) (- m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Ethanol, 2-butoxy-, phospha... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.733 2.61 ng/ul 253250  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 62
3 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 60
4 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 32
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 14

Abundance Scan 2983 (20.733 min): BP014376.D\data.ms (-2979) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acq On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 (DEL) Alkane: Cyclic21.204 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.204 2.41 ng/ul 233729  Chrysene-d12 21.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 98
2 1-Octadecene 252 C18H36 000112-88-9 98
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3063 (21.204 min): BP014376.D\data.ms (-3060) (- m/z 55.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032923\
Data File : BP@14376.D

Acqg On : 29 Mar 2023 22:41
Operator : CG/JU

Sample : 02041-01

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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|
1,3-Oxathiolane 4.605 4.4 ng/ul 264325 1 8.016 1200460 20.0
Indane 8.393 4.7 ng/ul 283576 1 8.016 1200460 20.0
Benzene, 1,2-di... 8.505 2.3 ng/ul 136620 1 8.016 1200460 20.0
Benzene, 2-ethy.. 9.128 6.2 ng/ul 372022 1 8.016 1200460 20.0
Benzene, 1,2,3,... 9.652 7.0 ng/ul 635882 2 10.846 1812680 20.0
1H-Indene, 2,3-... 10.081 2.6 ng/ul 240208 2 10.846 1812680 20.0
1-Phenyl-1-butene 10.228 3.8 ng/ul 342984 2 10.846 1812680 20.0
Phenol, p-tert-... 12.181 6.8 ng/ul 611424 2 10.846 1812680 20.0
unknown-01 12.363 2.0 ng/ul 183343 2 10.846 1812680 20.0
Benzoic acid, p... 14.487 4.3 ng/ul 495539 3 14.675 2299240 20.0
Diethyltoluamide 15.410 2.3 ng/ul 265048 3 14.675 2299240 20.0
Tributyl phosphate 15.881 4.7 ng/ul 540824 3 14.675 2299240 20.0
Benzenesulfonam... 16.192 11.2 ng/ul 1288750 4 17.433 2307180 20.0
Benzenesulfonam... 16.704 6.7 ng/ul 767890 4 17.433 2307180 20.0
Benzenesulfonam... 17.233 6.3 ng/ul 721399 4 17.433 2307180 20.0
n-Hexadecanoic ... 18.298 2.1 ng/ul 243410 4 17.433 2307180 20.0
Ethanol, 2-buto... 20.733 2.6 ng/ul 253250 5 21.522 1942570 20.0
(DEL) Alkane: C... 21.204 2.4 ng/ul 233729 5 21.522 1942570 20.0
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