Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040124\

BM044871.D

. 15

Parameters:

RTE
OFF

01

0.2

. 0

: 01 Apr 2024 18:40
: MA/JU
: P1925-21

Sample Multiplier: 1

LSCINT.P

Filtering: 5
Min Area:
Max Peaks:
Peak Location:

100
TOP

0.1 % of largest Peak

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Signal

: TIC: BM@44871.D\data.ms

peak R.T. first

# min
1 3.193
2 3.463
3 3.640
4 3.946
5 4.093
6 4,252
7 4.369
8 4.434
9 4.840
10 4.893
11 5.022
12 5.205
13 5.340
14 5.410
15 5.557
16 5.699
17 6.163
18 6.646
19 6.751
20 6.810
21 6.887
22 7.016
23 7.046
24 7.198
25 7.310
26 7.551
27 7.716
28 7.769
29 8.016
30 8.098
31 8.140
32 8.193
33 8.240
34 8.287
35 8.369
36 8.445

scan

195
211
222
294
303

322
354
375
392
414

436
513
598
616
628

641
661
670
692
711

745
772
793
830
846

856
863
873
879
893

904

SFAM-EPA-BM030524

last
scan

146
171

198
218
229
298
307

203
222
245
303
312

329
360
383
395
420

343
369
392
402
426

444
523
605
623
633

452
535
616
628
641

646
668
673
699
718

657
670
679
706
732

759
787
796
838
852

769
793
817
846
856

859
868
876
884
898

863
873
879
889
904

911 917

PK
TY

rVB
rVB
rBv
rvv2
rvw

rVB
rBv
rvw
rvv
rvVB

rBv
rBv
rBv
rvB
rBv

rBv
rBv
rBv
rBv
rvv2

rVB
rBv
rvv
rBv
rVB

rBv
rvv2
rVB
rvv
rvv2

rvw
rvv
rvv
rvv
rvw

rve2

peak
height
2431196
134303
148156
22357942
62821

59174
59229
16940898
156738
39738

corr. corr.
area % max.
3701121 6.61%
215016 0.38%
280471 0.50%
55988774 100.00%
94428 0.17%
74840 0.13%
91882 0.16%
35438199 63.30%
214922 0.38%
57868 0.10%

9227356 13449770 24.02%

4572911 6515827 11.64%
12755266 26487829 47.31%
203766 283459  0.51%
47941 83117 0.15%
6199436 9020357 16.11%
733528 1152677 2.06%
1177189 1795894  3.21%
3275457 4836993 8.64%
1575362 2648154  4.73%
1776669 2590004  4.63%
490378 795047 1.42%
1495701 2281880  4.08%
477444 805619 1.44%
4853844 7472881 13.35%
7467922 12257499 21.89%
18309991 47431113 84.72%
1678663 2590719 4.63%
11021016 19685275 35.16%
215822 381386 0.68%
148476 204317  0.36%
408603 614065 1.10%
43794 68466 0.12%
795056 1215782 2.17%
403727 691676 1.24%
271312 506538  0.90%

.MA.M Tue Apr 02 16:24:18 2024

: Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM030524.MA.M
: SVOA CALIBRATION

% of

total

0.927%
0.054%
0.070%
14.026%
0.024%

0.019%
0.023%
8.878%
0.054%
0.014%

3.369%
1.632%
6.636%
0.071%
.021%

()

.260%
.289%
.450%
.212%
.663%

ORrOoOON

.649%
.199%
.572%
.202%
.872%

P OO

3.071%
11.883%
0.649%
4.932%
0.096%

0.051%
0.154%
0.017%
0.305%
0.173%

0.127%



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc :

ALS Vvial : 15 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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION
37 8.598 925 937 941 rBV 558246 883033 1.58% 0.221%
38 8.651 941 946 952 rVB 545001 864548 1.54% 0.217%
39 8.751 952 963 969 rBV 1215023 1935819 3.46% 0.485%
40 8.828 969 976 983 rVVv2 854022 1527687 2.73% 0.383%
41 8.893 983 987 990 rw 48360 71135 0.13% ©0.018%
42 8.963 990 999 1010 rVB 246741 534576 0.95% 0.134%
43 9.075 1010 1018 1025 rBV 409446 679739 1.21% 0.170%
44  9.269 1045 1051 1056 rBV 696571 1170290 2.09% ©0.293%
45  9.334 1056 1062 1073 rVB 1118654 1907760 3.41% 0.478%
46  9.540 1086 1097 1101 rBV 445667 880345 1.57% 0.221%
47  9.587 1101 1105 1111 rVV 460250 765481 1.37% 0.192%
48 9.692 1117 1123 1135 rVB 482773 875495 1.56% 0.219%
49 9.840 1135 1148 1158 rBV3 912929 2371044 4.23% 0.594%
50 10.087 1182 1190 1198 rBV2 501678 1227470 2.19% 0.308%

51 10.328 1219 1231 1233 rBV 17494233 43405467 77.53% 10.874%
52 10.492 1254 1259 1261 rBV 580387 853606 1.52% 0.214%
53 10.528 1261 1265 1272 rVB 3110676 4563925 8.15% 1.143%
54 10.610 1272 1279 1287 rVV 366011 697414  1.25% ©.175%
55 10.681 1287 1291 1299 rVB 42784 81050 0.14% 0.020%

56 10.863 1307 1322 1324 rBV2 17120045 48468357 86.57% 12.142%

57 11.122 1359 1366 1374 rVB2 29692 73888 ©0.13% 0.019%
58 11.251 1381 1388 1392 rBVS8 27791 59354 0.11% ©0.015%
59 11.422 1411 1417 1424 rW 71459 176619 ©0.32% 0.044%
60 11.486 1424 1428 1433 rVW4 37347 78866 ©.14% 0.020%
61 11.539 1433 1437 1445 rVB4 29249 58162 ©.10% ©.015%
62 12.110 1527 1534 1540 rBV 80829 134833 0.24% 0.034%
63 12.251 1552 1558 1562 rBV 39815 77835 0.14% 0.019%
64 12.328 1567 1571 1577 rVB 45221 74030 ©.13% 0.019%
65 12.481 1585 1597 1602 rBV3 217201 464905 0.83% 0.116%
66 12.539 1602 1607 1613 rVV 649144 949112 1.70% 0.238%
67 12.804 1643 1652 1663 rVB 206085 381292 0.68% 0.096%
68 12.939 1668 1675 1682 rVB 111720 180707 ©.32% ©.045%
69 13.092 1695 1701 1704 rBV2 117032 202224 0.36% 0.051%
70 13.133 1704 1708 1715 rVV2 158073 254217 ©.45% 0.064%
71 13.451 1757 1762 1765 rBv4 35434 62989 ©0.11% 0.016%
72 13.480 1765 1767 1771 rVV2 46282 65725 0.12% 0.016%
73 13.727 1803 1809 1816 rVB 1029997 1444966 2.58% 0.362%
74 13.833 1822 1827 1832 rVB2 77330 104295 0.19% 0.026%
75 13.957 1840 1848 1850 rBv4 76594 123017 0.22% 0.031%

76 13.998 1850 1855 1864 rVB 1219028 1812123 3.24% 0.454%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc :

ALS Vvial : 15 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_ M\Methods\SFAM-EPA-BM030524.MA.M
Title : SVOA CALIBRATION

77 14.304 1900 1907 1915 rBV 691156 1055419 1.89% 0.264%
78 14.545 1943 1948 1960 rBV 83226 182258 ©.33% 0.046%
79 14.745 1978 1982 1990 rVV 70084 115347 0.21% 0.029%
80 14.845 1992 1999 2005 rVB 183023 264996 0.47% 0.066%
81 14.939 2010 2015 2018 rBv4 45582 67045 0.12% 0.017%
82 15.239 2062 2066 2071 rBV2 56775 93433 0.17% 0.023%
83 15.304 2071 2077 2084 rVV 1497117 2165831 3.87% 0.543%
84 15.439 2095 2100 2108 rBV 539793 769098 1.37% 0.193%
85 15.851 2166 2170 2178 rVB2 145394 200456 ©.36% 0.050%
86 16.716 2312 2317 2326 rVB5 31978 78605 ©0.14% 0.020%
87 17.063 2368 2376 2383 rBV 737633 1073165 1.92% 0.269%
88 17.163 2387 2393 2405 rVB 1577277 2240744 4.00% 0.561%
89 17.551 2454 2459 2471 rVB 75849 132520 0.24% 0.033%
90 17.968 2526 2530 2540 rBV 128087 203479 0.36% 0.051%
91 18.651 2641 2646 2657 rBV 151186 255123 0.46% 0.064%
92 19.262 2746 2750 2758 rBV 79313 121074 0.22% 0.030%
93 19.462 2778 2784 2792 rBV 1758544 2377192 4.25% 0.596%
94 20.639 2979 2984 2990 rBV 165435 233033 0.42% 0.058%
95 20.951 3033 3037 3042 rBV 273820 358884 0.64% 0.090%
96 21.256 3085 3089 3096 rBV 742667 980535 1.75%  0.246%
97 22.450 3289 3292 3296 rVB2 97756 121691 0.22% 0.030%
98 23.350 3438 3445 3452 rBV2 1296593 2416972 4.32% 0.606%
99 23.492 3462 3469 3478 rVB 557646 1092792 1.95% 0.274%

Sum of corrected areas: 399166957
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044871.D\data.ms
3.946
2e+07
7.716
4.434 10.328 10.863
1.5e+07
5.340
8.016
le+07 5.022
7.551
5.699
5000000 5.208 7.310
6.751
.193 546 oo 10.528
JL3.43:540 l{,ogz#\g JL;% 6.163 6.0 E%%ﬂ U\ S g&ﬁﬁm 48.08710
Oww‘r"‘*ﬁ\‘\&v"rﬂ“v—v—f"\’\\\jf\ﬁ—v—y—\\ \\\ [ B ‘\*r\r*‘\\\ T \\\5—r‘\77‘\‘1—v—v‘
Time--> 350 400 450 500 550 600 650 700 750 8.00 850 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BM044871.D\data.ms
2e+07
1.5e+07
1e+07
5000000
19.462
13.723.9 15.304 17.163
0 121mﬁgﬁﬁmmmm8$%§439faﬂm 38413915 851 16718 0% 17.55117.068  18.651  19.263
frww'ww‘wwww”‘”ﬁwww",w \\\\\\\\\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 12.00 12,50 13.00 13.50 1400 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM044871.D\data.ms
2e+07
1.5e+07
1le+07
5000000
23,35
SR 22450 R
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Ethylbenzene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.205 2.75 ng/ul 6515830 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 91
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 360 (5.205 min): BM044871.D\data.ms (-354) (-) m/z 91.00 100.00%
91.0
5000 j\ f
R A RaR R
51.0 4.80 5.00 5.20 5.40 5.60
Ol ek bl A 17,9 1469 1908 220 7 165 05 30.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5731: Ethylbenzene
91.0
4.80 5.00 5.20 5.40 5.60
m/z 51.00 12.85%
51.0
O \‘\]\-\E)\.‘()\‘\\\"H“}\“‘\‘\\‘\H“\\‘1\“\“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\H\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5732: Ethylbenzene
91.0 f
R e AR
4.80 5.00 5.20 5.40 5.60
5000 m/z 64.95 10.42%
51.0
T N O RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5735: Ethylbenzene e e
91.0 4.80 5.00 5.20 5.40 5.60
m/z 77.00 9.38%
5000
51.0
TS Y O R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
6.751 2.04 ng/ul 4836990 1,4-Dichlorobenzene-d4 7.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 623 (6.751 min): BM044871.D\data.ms (-616) (-)

m/z 105.00 100.00%

105.0
5000 j\

SUNUR AVA U0 A W
90 o 6.40 6.60 6.80 7.00
Ol 0L Lp84S  28LE 7 120.00  30.63%

m/z--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

5000 s .
6.40 6.60 6.80 7.00

m/z 91.00 14.64%

39.0
0L— “ “\ f‘u ‘\I\V‘SH‘O ‘L ‘h ST T T
miz--> 50 100 150 200 250
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

6.40 6.60 6.80 7.00

5000 m z 77.00 13.67%
S Y
miz--> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl- W“‘W“‘W“‘W“‘W‘
105.0 6.40 6.60 6.80 7.00

m/z 79.00 9.69%

5000 /\M
0 \7 \p ‘\ h I

m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Mesitylene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.310 3.15 ng/ul 7472880 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 718 (7.310 min): BM044871.D\data.ms (-711) (-) m/z 105.00 100.00%
105.0 ﬂ
5000
39.0 4“ 7.00 7.20 7.40 7.60
0o A0 e 29702800 /7 126,05 41.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene
105.0
5000
7.00 7.20 7.40 7.60
m/z 76.95 13.47%
51.0
O \\\‘\H\"\\“P\H"\‘\H‘H‘H‘H‘H\\‘\““\H\’\\H‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10695: Mesitylene
I
 E e ALRRR
7.00 7.20 7.40 7.60
5000 m/z 90.95 11.70%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 119.00 11.12%
5000 J\
m/z--> 20 40 60 80 100120140160180200220240260280 7.00 7.20 7.40 7.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BM044871.D

: 01 Apr 2024 18:40
: MA/JU

¢ P1925-21

: 15  Sample Multiplier:

: SVOA CALIBRATION

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040124\

1

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .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 10 Benzene, 1,3-dichloro-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.016 8.30 ng/ul 19685300 1,4-Dichlorobenzene-d4 7.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro- 146 C6H4AC12 000541-73-1 98
2 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 98
3 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 97
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 97
5 Benzene, 1,2-dichloro- 146 C6HAC12 000095-50-1 96
Abundance Scan 838 (8.016 min): BM044871.D\data.ms (-830) (-) m/z 145.90 100.00%
145.9
5000 111.0
75.0
50.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ 7.60 7.80 8.00 8.20 8.40
o e b ab 18802069 s 147 06 64.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25333: Benzene, 1,3-dichloro-
146.0
5000 111.0 j\
75.0 7.60 7.80 8.00 8.20 8.40
50.0 m/z 110.95 44.50%
O\‘\\\\‘\\“\‘\“\\\“\‘\\\\‘\\w\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25342: Benzene, 1,4-dichloro-
146.0 j\
R EEEEE
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 36.70%
111.0
50.0 /0
o%?:‘?m”‘m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25343: Benzene, 1,4-dichloro-
146.0 7.60 7.80 8.00 8.20 8.40
m/z 50.00 24.21%
5000
111.0
75.0
50.0
owm“H‘M_H“WHH_HWHH_ R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.269  27.42 ng/ul 1170296 Naphthalene-d8 10.492

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1051 (9.269 min): BM044871.D\data.ms (-1045) (-) m/z 119.00 100.00%
119.0
5000
91.0
39.0 9.00 9.20 9.40 9.60
[4
Obrrrprredbedie bbb gt b e 2885 m/z 134.00 41.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ku\‘uu‘uu‘uu’uu
9.00 9.20 9.40 9.60
91.0 m/z 91.00 18.17%
39.0 ‘
0 H\‘\‘\\\“‘\\‘\‘\“\‘\\\“HH“\‘H‘”\H‘\‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.00 10.16%
91.0
41.0 ‘
0 m‘m‘mwm“wpm‘l‘Hh_m_m_ww_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- \j\“‘u“‘u“‘u“,u“
119.0 9.00 9.20 9.40 9.60
m/z 39.00 9.07%
5000
39.0 91‘.0 ‘
O etk pbee ket bl e e e e B ENRREa S
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:25 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40

Operator : MA/JU

Sample P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: 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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.334 44.70 ng/ul 1907760  Naphthalene-d8 10.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1062 (9.334 min): BM044871.D\data.ms (-1056) (-) m/z 119.00 100.00%
119.0
5000
91.0
390 650 | 1350 9.00 9.20 9.40 9.60
O e b e e e m/z 134.00 39.61%
mfz--> 20 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\‘j
9.00 9.20 9.40 9.60
m/z 91.00 18.84%
91.0
150 390 650 | 135.0
0 \\‘\" \‘\ T \"‘\ \“i‘\ “i‘\ T \‘H‘ T T ‘W\ \M i \‘\ T
miz--> 20 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.00 9.51%
91.0
39.0 65.0 135.0
0 \1\5(9\‘\ S Y NN NSO P \‘\ R \‘M et
m/iz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- AEEEAREEE L
119.0 9.00 9.20 9.40 9.60
m/z 77.00 9.09%
5000
41.0 91.0 135.0
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:27 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.692 20.51 ng/ul 875495 Naphthalene-d8 10.492

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 1123 (9.692 min): BM044871.D\data.ms (-1117) (-) m/z 117.00 100.00%
117.0
5000
A —
51.0 91"0 9.50 10.00
Ol by e Al 2088 g 137 95 39.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— —A
9.50 10.00
m/z 114.95 29.02%
390 g5 91.0 ‘ ‘
O\H\‘\“\H““\\“”\“‘U\\”\“’\\“\\‘”h\U‘\‘“\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—= -
9.50 10.00
5000 m/z 130.95 20.87%
39.0 g50 910 ‘
Y S N TV ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16103: Indan, 1-methyl- e —
117.0 9.50 10.00
m/z 91.00 13.94%
5000
91.0
15.0 39‘-0 630 ‘ ‘
Y O Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:30 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 14 2,4-Dimethylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.839 55.55 ng/ul 2371040  Naphthalene-d8 10.492

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 89
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76
Abundance Scan 1148 (9.839 min): BM044871.D\data.ms (-1135) (1)) [ m/z 117.00 100.00%
117.0
5000
91.0 L T T
51.0 ‘ ‘ ‘ 9.50 10.00
Ol b o e gll1480 2068 0 119 00 44.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 o j\ :
9.50 10.00
m/z 132.00 34.44%
O' ‘\‘U‘\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
— —
9.50 10.00
5000 m/z 114.95 31.39%
91.0
51.0
270" ‘
Ol b bt Al
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- P —
117.0 9.50 10.00
m/z 90.95 21.62%
5000
91.0
39.0 66.0 ‘
k150 b bbb o Nl
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:32 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Capro lactam Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.422 4.14 ng/ul 176619  Naphthalene-d8 10.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 93
2 Caprolactam 113 C6H11INO 000105-60-2 90
3 Caprolactam 113 C6H11NO 000105-60-2 83
4 Caprolactam 113 C6H11NO 000105-60-2 80
5 1-Hexene 84 C6H12 000592-41-6 43
Abundance Scan 1417 (11.422 min): BM044871.D\data.ms (-1411) (+ | m/z 54.95 100.00%
55.0
1150
139.9 c :
Okt e Lo L 1999 1798 220€ L og 6o 72.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7824: Caprolactam
30.0
55.0
5000 LN
84.0 113.0 11.50
i m/z 41.00 59.93%
O\\\‘\‘\“\“\\ \\H“\h\“\\“\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7825: Caprolactam
55.0
113.0 LN
11.50
5000/ 300 85.0 m/z 42.00  56.91%
0 "M‘ﬂuH‘HNW‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7823: Caprolactam i A A
30.0 11.50
55.0 m/z 113.00 50.37%
113.0
5000 85.0
0“ﬂ“u‘A‘HM‘HH‘M“_‘NW‘H“H“_‘H“H“H‘W“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:34 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.110 3.16 ng/ul 134833  Naphthalene-d8 10.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 93
4 Naphthalene, 1-methyl- 142 C1l1H1e 000090-12-0 93
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 93
Abundance Scan 1534 (12.110 min): BM044871.D\data.ms (-1527) ({ m/z 142.00 100.00%
142.0
5000 115.0
— —
390 630 89.0 12.00 12.50
0“HHM‘NMHwhuMmewm_‘wwu‘_HWMAWHM‘HHMmeu m/z 141.00 91.90%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000 — M
115.0 12.00 12.50
m/z 115.00 40.09%
390 630 89.0
O \‘\H\‘\\H“\H\“H\\M‘\‘HP\“H‘\H‘\“H\\‘HH‘”H‘HH‘HH‘} ‘H\‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22147: Naphthalene, 1-methyl-
140.0 Jk
by by
12.00 12.50
5000 115.0 m/z 143.00 11.77%
0 wmuwm‘_m}‘”‘1‘:‘mM_mw_W‘MWWM ‘HW
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 AW
Abundance #22143: Naphthalene, 2-methyl- — Al e
142.0 12.00 12.50
m/z 139.00 11.12%
5000
115.0
39.0 \6%0\ 89.0 Ll 1
O trprrrrprrr e et e e e 7 7
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00 12.50

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:36 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 19 Benzene, 1,2,3,5-tetrachloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.480 8.81 ng/ul 464905  Acenaphthene-d10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetrachloro- 214 CeH2C14 000634-90-2 99
2 Benzene, 1,2,4,5-tetrachloro- 214 C6H2C14 000095-94-3 99
3 Benzene, 1,2,4,5-tetrachloro- 214 CeH2C14 000095-94-3 98
4 Benzene, 1,2,4,5-tetrachloro- 214 C6H2C14 000095-94-3 98
5 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 98
Abundance Scan 1597 (12.480 min): BM044871.D\data.ms (-1585) (- | m/z 215.80 100.00%
215.8
5000
1
12.50
0! m/z 213.80  79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92493: Benzene, 1,2,3,5-tetrachloro-
216.0
5000 iZ‘Sd
179.0 m/z 217.80 49.,44%
aro 740 108.0 1430 H
O\\\\’\\\‘\‘.‘\\\‘\‘\\‘M\‘l\H\\‘\‘Mh\\‘\\\\‘m‘\\\‘\\\\i‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92495: Benzene, 1,2,4,5-tetrachloro-
216.0
——
12.50
5000 m/z 195.80 32.13%
5o 740 1080 1430 17‘9'0
020 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92502: Benzene, 1,2,4,5-tetrachloro- e
216.0 12.50
m/z 197.90 30.28%
5000
370 740 108.0 1430 H
ow,‘m"www“wluuW‘U‘uwH“Umwuwmw L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:38 2024 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BM044871.D

: 01 Apr 2024 18:40
: MA/JU

¢ P1925-21

: 15  Sample Multiplier:

: SVOA CALIBRATION

: C:\Database\NIST20.

TIC Integration Parameters: LSCINT.

Z:\svoasrv\HPCHEM1\BNA_|

Library Search Compound Report

M\Data\BM040124\

1

L
P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .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 20 Phenol, 2-(1,1-dimethylethy...

R.T. EstConc Area
12.539 17.99 ng/ul 949112
Hit# of 5 Tentative ID

Concentration Rank 8

Relative to ISTD R.T.

Acenaphthene-d10

1 Phenol, 2-(1,1-dimethylethyl)-4-...
2 Phenol, 2-(1,1-dimethylethyl)-4-.
3 Phenol, 2-(1,1-dimethylethyl)-6-...

4 o-Isopropylphenetole

5 Phenol, 2-(1,1-dimethylethyl)-5-...

164 C11H160
. 164 C11H160
164 C11H160
164 C11H160
164 C11H160

002409-55-4 97
002409-55-4 97
002219-82-1 96
056631-59-5 87
000088-60-8 86

Abundance Scan 1607 (12.539 min): BM044871.D\data.ms (-1602) (- | m/z 149.00 100.00%
121.0 149.0
5000
91.0
41.0 ‘ ‘ | 12:50
C
Y I b el bl L} 1930 2206 Ty /7 100,95 87.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39665: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
121.0 149.0
5000 1
1250
91.0 m/z 164.00  38.34%
39.0
O\]-\5\‘0\\\\"‘\\w‘\“\‘\\\“‘\\‘\\“\M\‘\h‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39667: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149.0
121.0
T
1250
5000 ITI/Z 91.00 23.36%
91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39655: Phenol, 2-(1,1-dimethylethyl)-6-methyl- ‘
121.0 149.0 1250
m/z 77.00 17.93%
5000
91.0
41.0 65.0 ‘
o280 b e b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1250

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:39 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Phenol, 2,4,5-trichloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.804 7.23 ng/ul 381292  Acenaphthene-d10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,5-trichloro- 196 C6H3C130 000095-95-4 99
2 Phenol, 2,4,5-trichloro- 196 C6H3C130 000095-95-4 98
3 Phenol, 2,4,5-trichloro- 196 C6H3C130 000095-95-4 96
4 Phenol, 2,4,6-trichloro- 196 C6H3C130 000088-06-2 93
5 Phenol, 2,3,5-trichloro- 196 C6H3C130 000933-78-8 91

Abundance Scan 1652 (12.804 min): BM044871.D\data.ms (-1643) (- | m/z 195.90 100.00%
195.9

5000

|

T
12.50 13.00

0! m/z 197.90 91.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71904: Phenol, 2,4,5-trichloro-
196.0
97.0 Ak

5000 — AN

12.50 13.00
m/z 96.90 55.76%

o .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71894: Phenol, 2,4,5-trichloro-
196.0 NJA
I

97.0 12.50 13.00
m/z 199.90  28.93%

5000

0,

m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #71903: Phenol, 2,4,5-trichloro- T =t
196.0 12.50 13.00
m/z 131.90  27.65%
5000 97.0
132.0
470 520 ‘ /\
7. 160.
olzzo Oy oy bl 00 M UL
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040124\

BM044871.D

: 01 Apr 2024 18:40
: MA/JU
: P1925-21

: 15  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM030524.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 22 Phenol, 2,3,5-trichloro- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.939 3.42 ng/ul 180707  Acenaphthene-di10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5-trichloro- 196 C6H3C130 000933-78-8 99
2 Phenol, 2,4,5-trichloro- 196 C6H3C130 000095-95-4 99
3 Phenol, 2,3,5-trichloro- 196 C6H3C130 000933-78-8 99
4 Phenol, 2,3,4-trichloro- 196 C6H3C130 015950-66-0 97
5 Phenol, 2,4,5-trichloro- 196 C6H3C130 000095-95-4 96

Abundance Scan 1675 (12.939 min): BM044871.D\data.ms (-1668) (- | m/z 197.90 100.00%
197.9
96.9
5000 159.9
62.0 131.9 ]\\
37.0 M 1300
0! e Ml it m/z 195.90  97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71901: Phenol, 2,3,5-trichloro-
196.0
97.0 /\
5000 i f
: 1300
' ] m/z 67.05%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71904: Phenol, 2,4,5-trichloro-
196.0 J\
97.0 13 00
5000 m/z 159.9 40.34%
132.0
62.0
H ‘ 160.0
0“‘H“‘M‘WMUMMM ”;ﬂM“H“‘H“WﬂM“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71902: Phenol, 2,3,5-trichloro-
196.0 1300
m/z 199.90 33.62%
97.0
5000
160.0
62.0
132.0
GG |
0“H‘w‘MM‘MJMHWHM‘WH‘H‘HM“qlw“H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 23 Benzene, 1,2,3,4-tetrachloro- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.092 3.83 ng/ul 202224  Acenaphthene-di10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
2 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
3 Benzene, 1,2,4,5-tetrachloro- 214 CeH2C14 000095-94-3 99
4 Benzene, 1,2,3,5-tetrachloro- 214 C6H2C14 000634-90-2 98
5 Benzene, 1,2,4,5-tetrachloro- 214 CeH2C14 000095-94-3 97
Abundance Scan 1701 (13.092 min): BM044871.D\data.ms (-1695) (- | m/z 215.80 100.00%
215.8
5000
74.0 107.9 178.8 .
142.9 I
37.0 | H 13.00
0 SUMSIVEN RIS [ m/z 213.90  79.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92500: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 — :
13.00
740 1080 143.0 179.0 m/z 217.80 50.74%
0\1\2\\‘\\\\.‘\\\\’\\1“\’\\\\’\ \\‘\\\\“”‘\\\‘\\\\H“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92501: Benzene, 1,2,3,4-tetrachloro-
216.0
T \
13.00
5000 m/z 178.80 22.93%
740 1080 ., 179.0
37.0 ‘
0 NP N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92503: Benzene, 1,2,4,5-tetrachloro- —
216.0 13.00
m/z 107.90  22.46%
5000
179.0
740 1080 1430
MR P S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 24 Phenol, 2,3,6-trichloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.133 4.82 ng/ul 254217  Acenaphthene-di10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,6-trichloro- 196 C6H3C130 000933-75-5 96
2 Phenol, 2,4,6-trichloro- 196 C6H3C130 000088-06-2 95
3 Phenol, 2,4,6-trichloro- 196 C6H3C130 000088-06-2 95
4 Phenol, 2,4,6-trichloro- 196 C6H3C130 000088-06-2 94
5 Phenol, 2,3,6-trichloro- 196 C6H3C130 000933-75-5 93

Abundance Scan 1708 (13.133 min): BM044871.D\data.ms (-1704) (- | m/z 195.80 100.00%

195.8
96.9
5000
131.9
62.0 159.8

36.9 M 13 OO 13.‘50
0 b ML 2208y 197,80 99.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71900: Phenol, 2,3,6-trichloro-
196.0
97.0

5000 ‘ T
13 00 13.50
96.90 62.73%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71905: Phenol, 2,4,6-trichloro-
196.0

7.0 13.00 1350
5000 m/z 131.90 34.51%
62.0 132.0
37.0 160.0
0! IS HRBNEE | MM
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71906: Phenol, 2,4,6-trichloro- Tt A
196.0 13.00 13.50
97.0 m/z 199.85 33.75%
132.0
5000
62.0
160.0
37.0 ‘
o S I | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 25 Tridecanoic acid Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.745 2.19 ng/ul 115347  Acenaphthene-di10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
Abundance Scan 1982 (14.745 min): BM044871.D\data.ms (-1978) (- | m/z 73.00 100.00%
73.0
41.0
5000
129.0 T
71.0 14.50 15.00
ob—— H““ H‘H‘h‘\ L\ }1 I, ‘2?7"0‘ — ‘2‘8"” m/z 60.00 91.53%
miz-> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
43.0
5000 ety st [ o
129.0 14.50 15.00
171.0 214.0 ITI/Z 41.00 85.40%
01‘41‘0‘\‘ Ud ‘u‘u‘ H‘“ ‘Mh““ ‘\H“‘\ “H‘\‘\} ‘\ ‘HM‘ “\ “‘ ‘ “\‘ T
miz-> 50 100 150 200 250
Abundance #46963: n-Decanoic acid
60.0
—— —
14.50 15.00
29.0 o
5000 ITI/Z 43.00 84.13%
129.0
172.0
oL — ‘H‘\P‘?\\;P;H‘ “ e L — e
miz--> 50 100 150 200 250
Abundance #75717: Dodecanoic acid T —
73.0 14.50 15.00
m/z 55.00 73.96%
43.0
5000
129.0 200.0
oLb— UJ ‘u‘n‘ u‘“ \H“‘\ ‘h“‘ I \M ‘1%4"10‘ , . — —r —r
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 26 Thiophene, 2,5-dibutyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.845 5.02 ng/ul 264996  Acenaphthene-di10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2,5-dibutyl- 196 C12H20S 006911-45-1 64
2 Ethyl methylphosphonate, TMS der... 196 C6H1703PSi 057451-30-6 64
3 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H1204 001421-63-2 58
4 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H1204 001421-63-2 53
5 2-Methyl-1-(2,4,6-trihydroxyphen... 196 C10H1204 035458-21-0 53

Abundance Scan 1999 (14.845 min): BM044871.D\data.ms (-1992) (- | m/z 153.00 100.00%
158.0

5000
57.0
0 196.1 T T
‘ | 83.0 111. ‘ ‘ ‘ 237.1 14.50 15.00
O e g btk vt el et b m/z 57.00  36.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71534: Thiophene, 2,5-dibutyl-
153.0
5000 = s
14.50 15.00
196.0 m/z 43.00 31.51%

97.0
430 710 | (230 |

‘HH“‘\‘\H‘\H\“H‘H‘uu“HH‘H\‘\‘HH‘HH“HH’HH’HH’

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #71890: Ethyl methylphosphonate, TMS derivative
1

o

-

58.0
1450 1500
5000 m/z 41.00 22.60%
75.0 181.0
0 \\\“‘\‘\12\‘10‘\u‘h\‘\“\vvv

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70922: 1-Butanone, 1-(2,4,5-trihydroxyphenyl)-

— —
14.50 15.00

153.0
m/z 196.10 17.98%
5000
196.0
7.0 53.0 79.0 10‘7-0 |
O perrepr et e by — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40

Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: 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 27 unknown-01 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
15.851 3.74 ng/ul 200456  Phenanthrene-di10 17.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octamethyl-1,3-cyclohexadiene 192 C14H24 1000110-41-8 42
2 Methyl 4-tert-butylbenzoate 192 C12H1602 026537-19-9 38
3 Ethyl 4-acetylbenzoate 192 C11H1203 038430-55-6 38

054815-21-3 38
027330-57-0 38

4 1,3-Benzodioxol-2-one, 5-(1,1-di... 192 C11H1203
5 3-tert-Butylbenzoic acid, methyl... 192 C12H1602

Abundance Scan 2170 (15.851 min): BM044871.D\data.ms (-2166) (- | m/z 176.95 100.00%
176.9
5000 41.0
91.0 248.1
=5 I
| H‘ | ‘13‘5'(1 Fo% ‘ 15.50 16.00
oL HMWMNMAMHWNMNNWWMmNMMMMUVL ﬂ“‘w ‘?89@ m/z 191.05 52.05%
mi/z--> 50 100 150 200 250
Abundance #66986: Octamethyl-1,3-cyclohexadiene
177.0
5000 B A s W\ﬁ’“
15.50 16.00
m/z 41.00 46.12%
47.0 91.0 135.0 ‘
O \”‘”‘H\ — \‘.‘““\W \‘”\M‘ L \“ T T T T T T
m/z--> 50 100 150 200 250
Abundance #66607: Methyl 4-tert-butylbenzoate
177.0
— ——
15.50 16.00
5000 ITI/Z 163.00 45 ,55%
105.0
15.0 SET'O L] 14#.0‘ ‘
m/z--> 50 100 150 200 250
Abundance #66322: Ethyl 4-acetylbenzoate T T
177.0 15.50 16.00
m/z 205.00 32.45%
5000
147.0
43.0
76.0
ol y fipore L 1L NIV
m/z--> 50 100 150 200 250 15.50 16.00

SFAM-EPA-BM@30524.MA.M Tue Apr 02 16:24:47 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 28 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.551 2.47 ng/ul 132520  Phenanthrene-di10 17.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 95
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
4 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 72
5 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 70
Abundance Scan 2459 (17.551 min): BM044871.D\data.ms (-2454) (- | m/z 235.10 100.00%
235.1
5000 /L
57.0 L, ‘
N 909 a0 o 1190.9‘ | ‘ 203, 17.50
ok “MMN‘W‘MJWW;MMWu% o ¢‘w by m/z 207.00  24.46%
miz-> 50 100 150 200 250
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 ——
17.50
570 m/z 250.10 17.60%
7 91.0 280 175.0 ‘ ‘ ‘
O T T T ‘\‘ “‘\ \‘\ \‘ “\%\ H\"\ ‘ T \‘\ \‘ ‘ T ‘\ T T " T T T T ‘
miz--> 50 100 150 200 250
Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
T ‘ T ” T ‘
17.50
5000 m/z 56.95 16.04%
ol 070 980 1310 1750 | | |
e e e e e e
miz--> 50 100 150 200 250
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr —— ‘
235.0 17.50
m/z 41.00 15.44%
5000
57.0 910
. 28.0 175.0
01‘5-‘0\‘ \“\ ‘H\“‘\‘ I \“\‘M " ‘h‘m‘m‘ T P o “‘ b —
m/z--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 29 n-Hexadecanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.968 3.79 ng/ul 203479  Phenanthrene-di10 17.063
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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2530 (17.968 min): BM044871.D\data.ms (-2526) (- | m/z 73.00 100.00%
5000
129.0
213.1 T
171. 256.1 18.00
0 b bk} ‘ b 38 sz a3.00  98.40%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
18.00
171.0 2130 256.0 m/z 59.95 89.88%
Ot i“ ‘\“h““ 1““‘\“1 \““\ \‘ \‘\ “ \“\‘\ T “\ LI L
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
=
18.00
5000 m/z 41.00 84.83%
129.0
3.0 213.0
171.0 ‘
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid —
18.00
m/z 55.00 76.76%
5000 256.0
129.0
30 213.0
‘ 171.0
0 1975 P PR i
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

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

Quant Title : SVOA CALIBRATION

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

EPA-BMO30524 .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 30 1,3,5-Triazine-2,4-diamine,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.651 4.75 ng/ul 255123  Phenanthrene-di10 17.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4-diamine, 6-ph... 187 C9H9N5 000091-76-9 98
2 1,3,5-Triazine-2,4-diamine, 6-ph... 187 C9HIN5 000091-76-9 97
3 1,3,5-Triazine-2,4-diamine, 6-ph... 187 C9HIN5 000091-76-9 90
4 Pyridazin-3(2H)-one, 5-amino-6-p... 187 C10OH9N30 087769-63-9 59
5 3(2H)-Pyridazinone, 5-amino-2-ph... 187 C10H9N30 013589-77-0 53

Abundance Scan 2646 (18.651 min): BM044871.D\data.ms (-2641) (- | m/z 187.00 100.00%
187.0
5000
43.0 1030
pmpe o
H 143.9 ‘ 18.50 19.00
ol tbod b L 2810 3840 1 186,00 55.11%
miz--> 50 100 150 200 250 300 350
Abundance #62348: 1,3,5-Triazine-2,4-diamine, 6-phenyl-
187.0
5000 —— —
430 103.0 18.50 19.00
43.00 39.15%
“ 144.0
O\\\‘\‘“\‘\“\h!‘”\m\‘\\L“\\\‘\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #62349: 1,3,5-Triazine-2,4-diamine, 6-phenyl-
187.0
1850 1900
5000 102.95  34.88%
430 103.0
H 1440 |
0 “ S
m/z--> 50 100 150 200 250 300 350
Abundance #62350: 1,3,5-Triazine-2,4-diamine, 6-phenyl-
187.0 1850 1900
m/z 104.00 31.56%
5000
430 103.0
H 144.0
o“‘, ol
m/z--> 50 100 150 200 250 300 350 1850 1900
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 31 Octadecanoic acid Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
19.262 2.47 ng/ul 121074  Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2750 (19.262 min): BM044871.D\data.ms (-2746) ({ | m/z 43.00 100.00%
3.0

3

5000

0 2411 —— U
185.0 284.1 19.00 19.50

0 m/z 73.00  95.85%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
1

5000 1290 —— —
19.00 19.50
185.0 241 o 2840 m/z 59.95 91.23%
o ﬂwm "’
miz--> 00 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
T ‘ \M\ T ‘ T
19.00 19.50
5000 ITI/Z 55.00 87.35%
129.0 284.0
‘ ‘ 1850 2410 |
0 H‘\‘ \\H‘nh\‘\ M‘\} \’\‘ ‘\“ \M\‘ ““H\"HH“
m/z--> 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid —— —
43.0 19.00 19.50
m/z 57.00 77.11%
5000
129.0 284.0
H 185.0 241.0
OH“ H‘uh“‘u‘\m\\H\“‘\‘\‘\H““H\"HH“ e o
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 32 9,10-Anthracenedione, 1l-amino- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.639 4.75 ng/ul 233033  Chrysene-di2 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 97
2 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 97
3 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 94
4 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 94
5 Anthraquinone, 2-amino- 223 C14H9NO2 000117-79-3 94

Abundance Scan 2984 (20.639 min): BM044871.D\data.ms (-2979) (1 m/z 222.95 100.00%
222.9
5000
138.9
—— —
83.4 } ‘ 20.50 21.00
obrbdithpd Lo Lo L 2810 3418 4009 474 ;138,95 27.48%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #103155: 9,10-Anthracenedione, 1-amino-
223.0
5000 e EES
20.50 21.00
167.0 m/z 167.00  24.06%
02\7\.9i‘l\m?3.‘\()‘\h\\‘}\‘\‘\\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #103157: 9,10-Anthracenedione, 1-amino-
223.0
pess o =
20.50 21.00
5000 m/z 194.95 18.25%
167.0
83.0 ‘
) SEPYTY PSR S  S E—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #103158: 9,10-Anthracenedione, 1-amino- P —
223.0 20.50 21.00
m/z 224.00 17.07%
5000
167.0
o380 00 L OV L
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40

Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: SVOA CALIBRATION

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 33 Dehydroabietic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.951 7.32 ng/ul 358884  Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 96
2 Dehydroabietic acid 300 C20H2802 001740-19-8 95
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 95
4 Dehydroabietic acid 300 C20H2802 001740-19-8 93
5 Dehydroabietic acid 300 C20H2802 001740-19-8 87

Abundance Scan 3037 (20.951 min): BM044871.D\data.ms (-3033) (- | m/z 239.10 100.00%
239.1
285.1
5000 °
43.0 141.0 197.1
=
Wi
Ot “ b “ﬂ o d L 3410 40LI 0 985 10 65.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #199993: Dehydroabietic acid
239.0 285.0
5000 T
141.0 197,
43.0 97.0 21.00
m/z 197.05  35.28%
50 |
O' “\m\h“‘\‘\‘\ ‘\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #199992: Dehydroabietic acid
239.0 285.0
e
21.00
5000 m/z 43.00 33.73%
197.0
141.0
10 Lk
ok \‘ e ‘\ \‘H‘ \“‘H ‘\‘\ ‘““H‘”U‘ “\h‘\ﬂ‘ el ‘\ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 P
285.0 21.00
239.0 ITI/Z 141.00 28.20%
5000
4 197.0
30 141.0 ‘
oLt “ ‘\‘ I \‘\ “ ‘\‘\“ “‘H “\‘mum‘d\‘h ‘\h‘\ﬂ‘ L ! [erh ‘\ R SERREERE —
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 34 Farnesol isomer a Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
22.450 2.23 ng/ul 121691 Perylene-di2 23.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 76
2 Supraene 410 C30H50 007683-64-9 68
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
4 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 59
5 Squalene 410 C30H50 000111-02-4 59
Abundance Scan 3292 (22.450 min): BM044871.D\data.ms (-3289) (- 69.00 100.00%
69.0
‘ { 137.0 ZOT'O 283.0 A76.1 548, 22 50
bbb bt 4 55:03430 41514761 549 m/z 81.e0  44.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101957: Farnesol isomer a
69.0
5000
22 50

m/z 41.00 25.67%

\\‘\1“1H!‘\“NE“!'T"‘TT\\110‘4\.9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

o

22 50
5000 m/z 207.00 15.16%
137.0
bk \liul, 203.0 273.0 341.0 410.0
e e e e RS

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, P
69.0 22.50

m/z 95.00 12.94%

5000
360
b 050  315.0 384.0

2
okt ‘wJMH‘u‘«"‘H""w"H_WH_WW_

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40124\
Data File : BM0@44871.D

Acqg On : 01 Apr 2024 18:40
Operator : MA/JU

Sample : P1925-21

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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|
Ethylbenzene 5.205 2.8 ng/ul 6515830 1 7.669 47431100 20.0
Benzene, 1l-ethy... 6.751 2.0 ng/ul 4836990 1 7.669 47431100 20.0
Mesitylene 7.310 3.1 ng/ul 7472880 1 7.669 47431100 20.0
Benzene, 1,3-di... 8.016 8.3 ng/ul 19685300 1 7.669 47431100 20.0
Benzene, 1,2,4,... 9.269 27.4 ng/ul 1170290 2 10.492 853606 20.0
Benzene, 1,2,3,... 9.334 44.7 ng/ul 1907760 2 10.492 853606 20.0
1H-Indene, 2,3-... 9.692 20.5 ng/ul 875495 2 10.492 853606 20.0
2,4-Dimethylsty... 9.839 55.5 ng/ul 2371040 2 10.492 853606 20.0
Capro lactam 11.422 4.1 ng/ul 176619 2 10.492 853606 20.0
1,4-Methanonaph... 12.110 3.2 ng/ul 134833 2 10.492 853606 20.0
Benzene, 1,2,3,... 12.480 8.8 ng/ul 464905 3 14.304 1055420 20.0
Phenol, 2-(1,1-... 12.539 18.0 ng/ul 949112 3 14.304 1055420 20.0
Phenol, 2,4,5-t... 12.804 7.2 ng/ul 381292 3 14.304 1055420 20.0
Phenol, 2,3,5-t... 12.939 3.4 ng/ul 180707 3 14.304 1055420 20.0
Benzene, 1,2,3,... 13.092 3.8 ng/ul 202224 3 14.304 1055420 20.0
Phenol, 2,3,6-t... 13.133 4.8 ng/ul 254217 3 14.304 1055420 20.0
Tridecanoic acid 14.745 2.2 ng/ul 115347 3 14.304 1055420 20.0
Thiophene, 2,5-... 14.845 5.0 ng/ul 264996 3 14.304 1055420 20.0
unknown-01 15.851 3.7 ng/ul 200456 4 17.063 1073170 20.0
Benzoic acid, 3... 17.551 2.5 ng/ul 132520 4 17.063 1073170 20.0
n-Hexadecanoic ... 17.968 3.8 ng/ul 203479 4 17.063 1073170 20.0
1,3,5-Triazine-... 18.651 4.8 ng/ul 255123 4 17.063 1073170 20.0
Octadecanoic acid 19.262 2.5 ng/ul 121074 5 21.262 980535 20.0
9,10-Anthracene... 20.639 4.8 ng/ul 233033 5 21.262 980535 20.0
Dehydroabietic ... 20.951 7.3 ng/ul 358884 5 21.262 980535 20.0
Farnesol isomer a  22.450 2.2 ng/ul 121691 6 23.486 1092790 20.0
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