LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc :

ALS Vvial : 21  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-BP042122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10026.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.375 45 49 56 rVB 47931 65247 0.99% 0.091%
2 3.681 93 101 109 rBV2 83344 178146 2.70% 0.248%
3 3.793 116 120 127 rBV 262052 425211 6.45% 0.591%
4 4,022 151 159 172 rW 94532 200467 3.04% 0.279%
5 4.122 172 176 181 rVvB3 12597 19911 0.30% 0.028%
6 4.869 284 303 315 rBV 301585 1136718 17.24% 1.580%
7 5.011 315 327 331 rBV 185937 443900 6.73% 0.617%
8 5.252 362 368 381 rVB 878018 1317032 19.98% 1.831%
9 5.411 389 395 403 rBvV 55724 106156 1.61% 0.148%
10 6.446 564 571 578 rBV8 10239 23662 0.36% 0.033%
11 6.769 619 626 628 rBv8 3169 6820 0.10% 0.009%
12 6.946 646 656 663 rBV6 13339 30206 0.46% 0.042%
13  7.099 675 682 684 rBV 240907 371234 5.63% 0.516%
14 7.269 704 711 720 rBV 742730 1212056 18.38% 1.685%
15 7.340 720 723 733 rVB 9939 22769 0.35% 0.032%
16 7.469 739 745 759 rBV 765572 1260067 19.11% 1.752%
17 7.569 759 762 766 rVB6 4169 6861 ©0.10% ©0.010%
18 7.828 798 806 815 rBV 220948 362785 5.50% 0.504%
19 7.940 817 825 828 rvV 672673 1123693 17.04% 1.562%
20 7.975 828 831 845 rVB 847603 1314318 19.93% 1.827%
21 8.299 877 886 893 rVB 186529 313558 4.76%  0.436%
22 8.646 937 945 950 rBV 694420 1134967 17.21% 1.578%
23  8.7065 950 955 962 rVB 732053 1180350 17.90% 1.641%
24 9.099 1010 1022 1035 rBV 1036884 1723685 26.14% 2.396%
25 9.228 1040 1044 1049 rBvV8 11142 18151 0.28% 0.025%
26  9.487 1083 1088 1093 rBV2 7505 14441 0.22% 0.020%
27 9.552 1093 1099 1105 rVB 66390 98248 1.49% 0.137%
28 9.675 1114 1120 1122 rBV7 5327 8981 0.14% 0.012%
29 9.822 1138 1145 1155 rBV 840163 1407800 21.35% 1.957%
30 9.981 1163 1172 1183 rBV7 17712 46132 0.70% 0.064%

31 10.363 1229 1237 1247 rBV 1188101 2023459 30.69%
32 10.540 1260 1267 1273 rBV2 57548 133024 2.02%
33 10.610 1273 1279 1292 rVV2 220938 559907 8.49%
34 10.746 1295 1302 1315 rVB 1013775 1709885 25.93%
35 10.875 1316 1324 1342 rVV 1084928 1926088 29.21%
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N
00
B

36 11.134 1363 1368 1372 rBv4 13170 23364 ©.35% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc :

ALS Vvial : 21  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-BP042122.M
Title : SVOA CALIBRATION
37 11.346 1386 1404 1427 rBV 903169 2895243 43.91% 4.025%
38 12.034 1518 1521 1528 rVB6 5588 11249 0.17% 0.016%
39 12.175 1540 1545 1549 rBv2 15045 24961 0.38% 0.035%
40 12.228 1549 1554 1565 rVB 212781 361026 5.48% 0.502%
41 12.328 1565 1571 1573 rBvV2 26573 38687 ©.59% 0.054%
42 12.369 1573 1578 1588 rVB 98060 188353 2.86% 0.262%
43 12.546 1603 1608 1610 rBV6 6481 8170 0.12% 0.011%
44 12.769 1642 1646 1650 rBV6 6888 9546 0.14% 0.013%
45 12.993 1679 1684 1694 rVB6 10522 24837 ©0.38% 0.035%
46 13.069 1694 1697 1703 rVBS8 4491 7008 0.11% 0.010%
47 13.122 1703 1706 1710 rBV5 5152 8022 0.12% 0.011%
48 13.187 1713 1717 1726 rVB9 10437 17697 0.27% 0.025%
49 13.369 1743 1748 1751 rBV5 17165 32484 0.49% 0.045%
50 13.422 1751 1757 1770 rVV 394538 639144 9.69% 0.889%
51 13.528 1770 1775 1780 rVV2 16324 31412 0.48% 0.044%
52 13.587 1782 1785 1791 rVB5 11467 17452 0.26% 0.024%
53 13.981 1845 1852 1863 rBV 2773459 3833041 58.14% 5.329%
54 14.263 1888 1900 1912 rBV 2735742 4159190 63.08% 5.782%
55 14.369 1912 1918 1926 rVV 254059 388723 5.90% 0.540%
56 14.528 1939 1945 1948 rBV 234605 356015 5.40%  0.495%

57 14.569 1948 1952 1962 rVV 1641838 2488367 37.74% 3.459%

58 14.651 1963 1966 1974 rVB10 10043 19889 0.30% 0.028%
59 14.757 1974 1984 2000 rBV 255116 437098 6.63% 0.608%
60 14.881 2000 2005 2009 rBV6 9022 15832 0.24% 0.022%
61 14.987 2019 2023 2027 rVB6 5295 8533 0.13% 0.012%
62 15.204 2056 2060 2067 rVB9 5204 7473 0.11% 0.010%
63 15.287 2067 2074 2080 rVV2 42224 72793 1.10% ©0.101%
64 15.375 2084 2089 2096 rVV2 34707 52901 0.80% 0.074%
65 15.563 2113 2121 2134 rBV 3689881 5487937 83.24% 7.630%
66 15.675 2134 2140 2152 rVV 1329453 1923481 29.17% 2.674%
67 15.804 2156 2162 2169 rVB2 45342 73810 1.12% ©.103%
68 16.128 2211 2217 2218 rBV6 4163 6626 ©0.10% 0.009%
69 16.351 2251 2255 2263 rVB4 16660 29423 0.45% 0.041%
70 16.804 2326 2332 2341 rBV 27425 45252 0.69% 0.063%
71 16.998 2362 2365 2371 rVB7 8144 11674 ©.18% 0.016%
72 17.086 2374 2380 2381 rBV6 9788 14451 0.22% 0.020%
73 17.251 2404 2408 2412 rVB6 5913 8084 0.12% 0.011%
74 17.322 2412 2420 2430 rBV 2082293 2980974 45.21%  4.144%
75 17.422 2430 2437 2449 rVV2 4141422 6084188 92.28%  8.459%
76 17.516 2450 2453 2459 rVB7 13451 19474 0.30% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc :

ALS Vvial : 21  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-BP042122.M
Title : SVOA CALIBRATION

77 17.992 2530 2534 2542 rVB 182450 215971 3.28% 0.300%
78 18.204 2564 2570 2576 rBV2 45023 67206 1.02% 0.093%
79 18.275 2578 2582 2587 rVB2 14610 23354 0.35% 0.032%
80 18.592 2635 2636 2641 rBV5 6137 8230 0.12% 0.011%
81 18.810 2669 2673 2677 rBV7 5373 9879 0.15% 0.014%
82 19.122 2721 2726 2731 rBV8 18042 27997 0.42% 0.039%
83 19.180 2732 2736 2740 rBV 47000 68411 1.04% 0.095%
84 19.228 2740 2744 2751 rVB2 59055 77437 1.17% 0.108%
85 19.298 2751 2756 2761 rBV 52516 72668 1.10% 0.101%
86 19.580 2801 2804 2808 rBV5 14792 20066 0.30% 0.028%
87 19.651 2810 2816 2831 rVV 4816936 6593121 100.00% 9.166%
88 20.592 2974 2976 2981 rBv4 20291 24267 0.37% 0.034%
89 21.110 3060 3064 3072 rBV 238783 313931 4.76% 0.436%
90 21.404 3108 3114 3120 rBV 1780843 2444627 37.08% 3.399%
91 22.539 3303 3307 3312 rVB2 72887 102137 1.55% 0.142%
92 23.110 3400 3404 3417 rVB 113196 185105 2.81% 0.257%
93 23.698 3496 3504 3511 rBV2 2144176 4388476 66.56% 6.101%
94 23.857 3524 3531 3545 rVB2 980121 2047435 31.05% 2.846%
95 24.510 3638 3642 3650 rVB2 115394 214808 3.26% 0.299%

96 25.380 3785 3790 3798 rVB4 97585 234522  3.56% ©.326%

Sum of corrected areas: 71929467

SFAM-EPA-BP042122.M Mon Apr 25 18:47:21 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP010026.D\data.ms
4000000
3000000
2000000
10.363
9.099 10194875
1000000 5.252 7280169 TP genes 9.822 11.346
4.869
011 7.8 8.299 0
337536 4%%% /% A J\Mll 64466 7694@;%4;& 69 /\% .229949@7&981 % 11.13
\\\‘\\\\\\\\‘\\\\’\\\\’\\\\’\\\\ T \\\‘\\\\ \\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 7.50 800 .5 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP010026.D\data.ms
19.651
17.422
4000000 15563
3000000 13.98%.263
17.322
2000000
14.569
15.675
1000000
13.422
14 BEYRB757 17. g
0 12maﬁ‘2ﬁ%@m ﬂ b\ .Gﬁgsmmﬁs 8016, 112351 16.864098 rL,le ﬁ%@m msmM©i
e e e e e e e e S e S L
Time--> 12. 00 12. 50 13. oo 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18. 00 1850 19.00 19.50 20.00
Abundance TIC: BP010026.D\data.ms
4000000
3000000
23.698
2000000 21.404
3.857
1000000
21.110 22539 23.110 24.510 25.380
592 A
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 25.50 26.00 2650 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BP042122.M Mon Apr 25 18:47:22 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.681 3.17 ng/ul 178146  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 53
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 53
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 45
Abundance  Scan 101 (3.681 min): BP010026.D\data.ms (-93) (-) m/z 43.05 100.00%
w /LJL
kffw‘u‘_“w‘u‘_‘u
3.40 3.60 3.80 4.00
Ol 1 133:0 207.9266.9 3409 41614750 548.  n/; 41.00  52.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 L L R L L LR L
3.40 3.60 3.80 4.00
‘ m/z 73.00  32.58%
0‘\\J‘\J‘l\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl-
43.0
e T
3.40 3.60 3.80 4.00
5000 m/z 44.95 25.13%
OJ'l,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2320: Propanoic acid, 2-methyl- T T T T
43.0 3.40 3.60 3.80 4.00
m/z 39.00 20.32%
B \JMA
0W‘MHmlwuH‘HH“‘H,‘H“HH‘m“‘m‘mwuw‘ T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Butanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.022 3.57 ng/ul 200467 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 78
2 Butanoic acid 88 (C4H802 000107-92-6 64
3 Silver butanoate 194 C4H7Ag02 005076-24-4 64
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Butanoic acid 88 C4H802 000107-92-6 50
Abundance Scan 159 (4.022 min): BP010026.D\data.ms (-151) (-) m/z 59.95 100.00%
60.0

/r\/:

5000
e R
”” ’ 207.0 3.60 3.80 4.00 4.20 4.40
Orrohlid 146820702669 3559 4291 5294 .., 7300 36.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0
5000 L L R R
3.60 3.80 4.00 4.20 4.40
“ m/z 42.00 26.27%
O‘\‘\‘\‘\H“ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid
60.0
P T T
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 25.93%
o_“ﬂﬂlﬂ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69485: Silver butanoate R ARAEES S e
60.0 3.60 3.80 4.00 4.20 4.40
m/z 43.10 21.09%
5000
303.0
“ ’ 216.0 h
ol 11490 | 3920 4950
el H e e e e P e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.869 20.23 ng/ul 1136720  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
4 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 56
5 Formic acid hydrazide 60 CH4N20 000624-84-0 50

Abundance Scan 303 (4.869 min): BP010026.D\data.ms (-284) (-)
60.0

m/z 60.00 100.00%

L

5000
N ARaRE S RREERE:
H ’ 4.60 4.80 5.00 5.20
Olprrrhipht [ 1330 2081 2821 356.1 4304 5470 m/z 43.85  41.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 LB L L B B B
4.60 4.80 5.00 5.20
m/z 41.05 39.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4814: Butanoic acid, 3-methyl-
60.0
N RAARamEEEE
4.60 4.80 5.00 5.20
5000 m/z 44.95 26.16%
o_ﬂu“, ek P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4825 Butanoic acid, 3-methyl- R e EAARERREEEE
60.0 4.60 4.80 5.00 5.20
m/z 39.05 22.38%
) jbb&
oWM,H\"‘w‘_m_H“mWHWm‘w‘m“w“

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\

Library Search Compound Report

Data File : BP@10026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Butanoic acid, 2-methyl- Concentration Rank 4

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

5.011 7.90 ng/ul 443900 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 86
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 56

Abundance Scan 327 (5.011 min): BP010026.D\data.ms (-315) (-)
74.0

m/z 74.00 100.00%

-

5000
e R
H‘ 4.60 4.80 5.00 5.20 5.40
ol bl 187.0 208.9 282.9 356.6 429.1487.05481  p/z 57.85  62.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
5000
4.60 4.80 5.00 5.20 5.40
m/z 41.10 59.29%
15" | H .“ | ‘
O‘\‘\\‘\[1\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
P T T
4.60 4.80 5.00 5.20 5.40
5000 m/z 86.95 29.16%
OM"‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0 4.60 4.80 5.00 5.20 5.40
m/z 39.05 19.42%
0 ‘\ “ “l | ‘

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Benzene, chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.252  23.44 ng/ul 1317030 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, chloro- 112 C6H5C1 000108-90-7 97
2 Benzene, chloro- 112 C6H5C1 000108-90-7 96
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 94

4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94

Abundance Scan 368 (5.252 min): BP010026.D\data.ms (-362) (-) m/z 112.00 100.00%

112.0
5000
51.0

I EEEEEE SRR RS
5.00 5.20 5.40 5.60

I L [‘ 208.9 283.1 354.8 457.2 536.0

Hht

0 e T T T T e e m/z 76.95 68.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7184: Benzene, chloro-
112.0
5000 L L L L L B I
5.00 5.20 5.40 5.60
51.0 m/z 114.00  32.70%
O‘\\\"\J“l\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7185: Benzene, chloro-
112.0
R R mma
5.00 5.20 5.40 5.60
5000 ITI/Z 51.00 26.32%
51.0
0‘m'\\m‘lhw‘Hw‘H‘_H‘_‘H‘HH,HHWHWHWH,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7186: Benzene, chloro- R e
112.0 5.00 5.20 5.40 5.60
m/z 50.00 23.95%
5000
51.0
0‘\\'\‘\““fu“\\‘\u\‘\u\‘\u\‘\\u‘uH‘\m‘\m‘\m‘uu‘\ R EEEEREE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 6 Benzene, 1,3-dichloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.828 6.46 ng/ul 362785 1,4-Dichlorobenzene-d4 7.940

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, 1,2-dichloro- 146 C6HAC12 000095-50-1 98
4 Benzene, 1,4-dichloro- 146 C6HA4C12 000106-46-7 97
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
Abundance Scan 806 (7.828 min): BP010026.D\data.ms (-798) (-) m/z 145.90 100.00%
145.9
5000
75.0

} ‘ | 7.60 7.80 8.00 8.20
bk d | 2078 2819 354.9 4291 5238  n/z 147.90  65.97%

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

Abundance #25333: Benzene, 1,3-dichloro-

146.0
5000
75.0 7.60 7.80 8.00 8.20
m/z 111.00 42.49%
O\\\“\J!‘\‘\J‘\“\‘Jff\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25342: Benzene, 1,4-dichloro-
146.0
7.60 7.80 8.00 8.20
5000 m/z 75.00 33.97%
75.0
O“MA“JI,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 J\ /\
Abundance #25337: Benzene, 1,2-dichloro- R R R
146.0 7.60 7.80 8.00 8.20
m/z 50.00 21.15%
5000
75.0
ouw!mh‘1’”‘l‘m‘mW‘H‘mWm‘mwm‘mw S/ SIS, Ao I S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Benzene, 1,4-dichloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.299 5.58 ng/ul 313558 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 97
2 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
3 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 96
5 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 96
Abundance Scan 886 (8.299 min): BP010026.D\data.ms (-877) (-) m/z 145.85 100.00%
145.8
5000
75.0
} 8.00 8.20 8.40 8.60
Obrduki 4} 2082 281.9 8550  464.65225  n/z 147.90  65.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25344: Benzene, 1,4-dichloro-
146.0
5000
8.00 8.20 8.40 8.60
5.0 m/z 111.00  45.97%
0\\\‘\1}[‘\‘\J‘\“\“\|!f\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25333: Benzene, 1,3-dichloro-
146.0
8.00 8.20 8.40 8.60
5000 m/z 74.95 33.05%
75.0
O‘HM%LW‘$“"H‘H‘W‘H‘“‘H‘H‘W‘H“H‘W‘H‘“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25343: Benzene, 1,4-dichloro- e
146.0 8.00 8.20 8.40 8.60
m/z 74.00 @ 20.22%
5000
75.0
O'LJ"II“‘ H“H“_/\‘_“W“H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 Benzene, 1,3,5-trichloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.610 6.55 ng/ul 559907 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 97
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 96
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 95
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 95
5 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 93

Abundance Scan 1279 (10.610 min): BP010026.D\data.ms (-1273) (- m/z 179.85 100.00%
17p.8

5000
74.0
—r —
J "l . 10.50 11.00
o““Mhh‘u!q“‘,H‘w?§§%‘3ﬁ5@“ﬂ3%4u“§4ﬁf m/z 181.85  96.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
5000 — S
10.50 11.00
770L m/z 74.00 30.40%
O‘\\\l\l}lf‘\u‘TIV\H‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55238: Benzene, 1,2,3-trichloro-
180.0
et =
10.50 11.00
5000 ITI/Z 144 .90 30.40%
109.0
99| |
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55237: Benzene, 1,2,3-trichloro- — —
180.0 10.50 11.00
m/z 183.90 29.41%
5000 74.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.346  33.86 ng/ul 2895240  Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 94
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 90
5 Benzeneacetic acid 136 C8H802 000103-82-2 80

Abundance Scan 1404 (11.346 min): BP010026.D\data.ms (-1386) (- m/z 91.00 100.00%

91.0
5000
— =T
’ L . 11.00 11.50
Obrhih.d  1B07207.0 281.0342.840054571 5451 /. 136 06  26.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid
91.0
5000 . T
11.00 11.50
m/z 91.95 18.00%
0271.91\\‘\’\‘1 1’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
— P
11.00 11.50
5000 m/z 65.00 17.77%
0 Hw;*«\"u S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid A ==
91.0 11.00 11.50
m/z 39.10 8.56%
5000 //\x\
0 Hﬁphu [T T e e e e A — ===
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Indole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.228 4.22 ng/ul 361026 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 94
3 Indole 117 C8H7N 000120-72-9 93
4 Indole 117 C8H7N 000120-72-9 91
5 Indolizine 117 C8H7N 000274-40-8 90

Abundance Scan 1554 (12.228 min): BP010026.D\data.ms (-1549) (- m/z 116.95 100.00%

11y.0
5000
— —
5%5 12.00 12.50
Obrrbpliod L 1909 281.9 3552  464.1 5350  n/; o9p.00  47.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9736: Indole
117.0
5000 —— —
12.00 12.50
m/z 88.95  37.22%
59.0
O\\\\‘IJ\‘L\\I\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9733: Indole
117.0
T —
12.00 12.50
5000 m/z 62.95 15.15%
58,0
ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9734: Indole e =
117.0 12.00 12.50
m/z 58.50 9.76%
5000
59.0
] SO —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP042122.M Mon Apr 25 18:47:32 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 11 unknown-01 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.369  2.20 ng/ul 188353 Naphthalene-ds 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotonic anhydride 154 csHie03 000623-68-7 47

055030-70-1 42
1000432-16-8 40
000288-42-6 9
1000299-37-4 9

2 2-Butenoic acid, 2-propenylidene... 210 C11H1404
3 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203
4 Oxazole 69 C3H3NO

5 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402

Abundance Scan 1578 (12.369 min): BP010026.D\data.ms (-1573) (- m/z 69.00 100.00%
69.0

—

5000
o —=
“ "1349 12.00 12.50
ol AL [220:91928 2671 3551 4289 5283 m/z 41.05  29.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31847: Crotonic anhydride
69.0
5000 = —r
12.00 12.50
\ m/z 39.10 25.32%
127.0
O‘\\\‘\‘\ \\‘\\1\7\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
s —
12.00 12.50
5000 m/z 87.00 18.42%
oih Mozo0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol g o
69.0 12.00 12.50
m/z 103.00 16.52%

5000

145.0

L

L = e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550  12.00 12.50

ﬁ
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 1Indole, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.422 5.14 ng/ul 639144  Acenaphthene-di10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole, 3-methyl- 131 CSHOSN 000083-34-1 95
2 Indole, 3-methyl- 131 CSHON 000083-34-1 94
3 1H-Indole, 2-methyl- 131 C9HOSN 000095-20-5 91
4 1H-Indole, 2-methyl- 131 C9HOSN 000095-20-5 91
5 1H-Indole, 2-methyl- 131 CSHOSN 000095-20-5 90

Abundance Scan 1757 (13.422 min): BP010026.D\data.ms (-1751) (- m/z 129.95 100.00%

129.9
5000
51.0 1350
Obrriltd b k2070 2820 3551418347505363 1/, 131,00  53.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16030: Indole, 3-methyl-
130.0
5000
1350
m/z 77.00 15.05%
51.0
O\\\‘\J‘\\d\n\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16028: Indole, 3-methyl-
130.0
1350
5000 m/z 103.00 8.90%
o‘u‘#W?wL‘“H“_‘H“H‘_‘H“H‘_“W‘H“H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16050: 1H-Indole, 2-methyl-
130.0 1350
m/z 51.00 8.18%
5000
65.0
Ohridi ]

m/z--> 50 100 150 200 250 300 350 400 450 500 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.369 3.12 ng/ul 388723  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 95
2 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 95
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 95
4 1H-Indole, 2,3-dihydro-4-methyl- 133 CY9H11N 062108-16-1 94
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 91
Abundance Scan 1918 (14.369 min): BP010026.D\data.ms (-1912) (- m/z 104.00 100.00%
104.0
5000
— =
39,”1 14.00 14.50
obrbhdy L | 2079 281.0 355.04115476.0535.7  n/z 132.95  82.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16909: 2H-Indol-2-one, 1,3-dihydro-
104.0
5000 — —t
14.00 14.50
m/z 77.95 49.87%
39.
O \\A\ﬁ‘h\‘“\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16911: 2H-Indol-2-one, 1,3-dihydro-
133.0 /\Ju
=
14.00 14.50
5000 m/z 104.95 41.74%
51.0
0‘““
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16908: 2H-Indol-2-one, 1,3-dihydro- — =
104.0 14.00 14.50
m/z 50.95 22.21%
5000 J
0 44 \q‘ 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 14 1-Heneicosanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.110 2.57 ng/ul 313931 Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3064 (21.110 min): BP010026.D\data.ms (-3060) (-  m/z 57.05 100.00%
e

.0
5000
\ >t 2100 2150
207.0 ’ ’
O‘WL“uHhﬂ\\w\\“\““mm“u\\‘\\225"\]\'\\3‘(\3\9(9‘4\39\'%\\59‘2\'9W m/z 55.05 94.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
53.0
5000 p—— .
21.00 21.50
d 5.0 m/z 43.10 93.69%
0 i1 H\ |, 196.0 266.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #244230: 1-Tetracosene
55.0
—— —
21.00 21.50
5000 ITI/Z 83.05 86.08%
125.0
336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene = T
55.0 21.00 21.50
m/z 69.05 77.21%
5000
5.0
350.0
o_»\ i qu““‘195‘-9‘??‘4-9_“;\W_WWW i i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.510 2.10 ng/ul 214808 Perylene-di2 23.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tricosane 324 C23H48 000638-67-5 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3642 (24.510 min): BP010026.D\data.ms (-3638) (-  m/z 57.10 100.00%
57.1

- MWNAMW»WWN/\/\MMmewwq
2450 |
7.1191.0  281.0340.9 :
o"m“u.“uﬁuh&,muhH‘wum_m“““4?9‘?“?99“1”‘ m/z 71.85 62.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0
5000 e ‘
24.50
m/z 43.10 61.99%
O‘\\\\“\\T\\"J‘\F\L‘\\’I\W!‘21%?_\‘\0!‘2\\8}\‘0T\3\\5‘2\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl-
43.0
T \
24.50
5000 ITI/Z 85.05 46.53%
30 2250
O‘H‘“L‘hﬁmym‘w‘M‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158599: Nonadecane T ‘
57.0 24.50
m/z 55.10 24.65%
5000
268.0
o“ﬂm,Hmi —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

25.380 2.29 ng/ul 234522  Perylene-di2 23.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Eicosane 282 C20H42 000112-95-8 89
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 81
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 81
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 81

Abundance Scan 3790 (25.380 min): BP010026.D\data.ms (-3785) (- m/z 57.10 100.00%
57.1

N

5000
o e
207.0
127.1 25.00 25.50
267.0
o"‘“_M@‘ﬂum«wm‘uu e D000 ATR2ZE316 .y 43.10  66.70%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — e
25.00 25.50
m/z 71.85  64.24%
ol ||| 1270 197.0 2670 3800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #176387: Eicosane
57.0
— ‘ ‘
25.00 25.50
5000 m/z 85.10  44.31%
282.0
“ ‘ 127.0 197.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141069: Heptadecane, 3-methyl- — T
57.0 25.00 25.50
m/z 55.05 25.37%
5000
127.0 2250
L —— —————
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042122\
Data File : BP010026.D

Acqg On : 21 Apr 2022 21:49
Operator : CG/JU

Sample : N2473-05

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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|
Propanoic acid,... 3.681 3.2 ng/ul 178146 1 7.940 1123690 20.0
Butanoic acid 4.022 3.6 ng/ul 200467 1 7.940 1123690 20.0
Butanoic acid, ... 4.869 20.2 ng/ul 1136720 1 7.940 1123690 20.0
Butanoic acid, 5.011 7.9 ng/ul 443900 1 7.940 1123690 20.0
Benzene, chloro- 5.252 23.4 ng/ul 1317030 1 7.940 1123690 20.0
Benzene, 1,3-di... 7.828 6.5 ng/ul 362785 1 7.940 1123690 20.0
Benzene, 1,4-di... 8.299 5.6 ng/ul 313558 1 7.940 1123690 20.0
Benzene, 1,3,5-... 10.610 6.5 ng/ul 559907 2 10.746 1709890 20.0
Benzeneacetic acid 11.346 33.9 ng/ul 2895240 2 10.746 1709890 20.0
Indole 12.228 4.2 ng/ul 361026 2 10.746 1709890 20.0
unknown-01 12.369 2.2 ng/ul 188353 2 10.746 1709890 20.0
Indole, 3-methyl- 13.422 5.1 ng/ul 639144 3 14.575 2488370 20.0
2H-Indol-2-one,... 14.369 3.1 ng/ul 388723 3 14.575 2488370 20.0
1-Heneicosanol 21.110 2.6 ng/ul 313931 5 21.404 2444630 20.0
(DEL) Alkane: S... 24.510 2.1 ng/ul 214808 6 23.857 2047440 20.0
(DEL) Alkane: S... 25.380 2.3 ng/ul 234522 6 23.857 2047440 20.0

SFAM-EPA-BP042122.M Mon Apr 25 18:47:39 2022 21



