LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acqg On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc :

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BPO12569.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.140 22 26 35 rvB2 22857 49333  0.53% 0.064%
2 3.570 89 99 115 rVB3 254413 580306 6.19% 0.752%
3 3.799 132 138 147 rBV 446872 876264 9.35% 1.135%
4 3.887 147 153 162 rVv2 133522 312512 3.33% 0.405%
5 3.952 162 164 171 rVB 23269 36915 ©0.39% 0.048%
6 4.787 280 306 314 rBV 720215 3458268 36.88% 4.481%
7 4.917 314 328 333 rVB 421749 1107054 11.81% 1.434%
8 5.293 386 392 400 rBV 109283 208295  2.22% 0.270%
9 6.275 554 559 563 rW2 31431 58220 0.62% 0.075%
106 6.322 563 567 579 rW 73135 134583 1.44% 0.174%
11 6.628 614 619 624 rBV4 17874 38135 0.41% 0.049%
12 6.869 646 660 669 rBvV 404497 1153496 12.30% 1.495%
13 6.987 671 680 695 rVV 2826687 4815654 51.36% 6.240%
14 7.111 695 701 707 rVW 112443 198540 2.12% 0.257%
15 7.164 707 710 716 rVVe6 16958 35685 0.38% 0.046%
16 7.305 728 734 743 rVV2 115339 230932 2.46% 0.299%
17 7.569 773 779 786 rBV5 16919 40828 0.44% 0.053%
18 7.699 796 801 804 rBV 29658 53530 ©0.57% 0.069%
19 7.769 806 813 821 rVB 961578 1574889 16.80% 2.041%
20 7.852 821 827 844 rVB2 182149 486107 5.18% 0.630%
21 8.011 848 854 858 rBV 78595 127860 1.36% 0.166%
22 8.405 912 921 928 rBV 200480 403148 4.30% 0.522%
23 8.499 932 937 940 rW 134871 224428 2.39% 0.291%
24  8.563 940 948 963 rVB 349424 919580 9.81% 1.192%
25 8.687 963 969 975 rBV4 14904 38751 0.41% 0.050%
26 8.763 975 982 996 rVB 66229 152855 1.63% 0.198%
27 8.875 996 1001 1006 rvB3 27385 47241 0.50% 0.061%
28 8.940 1006 1012 1018 rBV 114930 212585 2.27% 0.275%
29 9.005 1018 1023 1031 rVB4 45137 101550 1.08% 0.132%
30 9.116 1031 1042 1048 rBV 487020 1105206 11.79% 1.432%
31 9.210 1053 1058 1063 rBvV2 74054 131187 1.40% 0.170%
32 9.334 1074 1079 1085 rVB3 47111 75228 0.80% 0.097%
33 9.399 1085 1090 1100 rVB4 93048 194850 2.08% 0.252%
34 9.505 1103 1108 1114 rBV2 49454 83783 0.89% 0.109%
35 9.558 1114 1117 1126 rVB 24171 46990 0.50% 0.061%
36 9.658 1126 1134 1144 rBV 90437 177488 1.89% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acqg On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc :

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION

37 9.763 1146 1152 1154 rBV2 104755 174891 1.87% ©.227%
38 9.793 1154 1157 1166 rVB 113268 189694 2.02%  0.246%
39 10.034 1172 1198 1202 rBV2 1967727 8804893 93.91% 11.409%
40 10.069 1202 1204 1211 rVV 175369 313146 3.34%  0.406%

41 10.134 1211 1215 1218 rVV4 62973 1245066 1.33% 0.161%
42 10.169 1219 1221 1223 rVV3 61072 76919 0.82% 0.100%
43 10.210 1223 1228 1245 rVB4 244919 581004 6.20% ©.753%
44 10.369 1249 1255 1261 rBV2 40550 97633 1.04% 0.127%
45 10.434 1262 1266 1268 rBV2 24256 35142 ©.37% ©0.046%
46 10.505 1272 1278 1283 rVV 751770 1208659 12.89% 1.566%
47 10.569 1283 1289 1295 rVV 1649459 2816051 30.03%  3.649%
48 10.628 1295 1299 1304 rVB2 95115 151564 1.62% ©.196%
49 10.681 1304 1308 1314 rVB3 37032 57519 0.61% 0.075%
50 10.763 1314 1322 1330 rBV6 37903 120175 1.28% 0.156%
51 10.834 1330 1334 1337 rBv4 23591 35203 ©0.38% 0.046%
52 10.940 1346 1352 1358 rVB 311054 505463 5.39% ©.655%
53 11.005 1358 1363 1364 rBV3 31337 44385 0.47% 0.058%
54 11.246 1384 1404 1420 rVV 2469546 9376169 100.00% 12.149%
55 11.357 1420 1423 1430 rVB5 48832 87298 ©0.93% 0.113%
56 11.434 1430 1436 1450 rBV3 466955 946458 10.09%  1.226%
57 11.557 1453 1457 1458 rBV3 37707 46587 0.50% 0.060%
58 11.928 1514 1520 1528 rBV 479350 769649  8.21% ©.997%
59 12.087 1541 1547 1554 rBV 193556 343410 3.66%  0.445%
60 12.175 1555 1562 1568 rVB6 47591 122611 1.31% 0.159%
61 12.422 1599 1604 1610 rVV 96634 160239 1.71% ©.208%
62 12.587 1627 1632 1633 rBV3 40934 57534 0.61% 0.075%
63 12.734 1648 1657 1666 rBV 948825 1688026 18.00% 2.187%
64 12.940 1688 1692 1698 rVV5 40315 64474 0.69%  0.084%
65 13.010 1701 1704 1709 rVB 31321 50759 0.54% 0.066%
66 13.193 1731 1735 1740 rBV2 60927 102840 1.10% 0.133%
67 13.263 1742 1747 1754 rVB2 127075 219880 2.35% ©.285%
68 13.363 1758 1764 1772 rBV2 162307 301141  3.21% ©.390%
69 13.463 1774 1781 1785 rBV7 44719 110380 1.18% 0.143%
70 13.587 1798 1802 1806 rVB 46032 65021 0.69% 0.084%
71 13.663 1812 1815 1819 rVB4 41067 63671 ©0.68% ©0.083%
72 13.840 1837 1845 1853 rVB 424306 718618 7.66%  ©.931%
73 14.116 1886 1892 1898 rBV 320212 489101 5.22% 0.634%
74 14.246 1910 1914 1919 rVV 305571 422334 4.50% ©.547%
75 14.293 1919 1922 1928 rVB 158167 238020 2.54% ©.308%

76 14.422 1938 1944 1951 rVB 2861613 4151214 44.27% 5.379%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acqg On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc :

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP102522.M

Title : SVOA CALIBRATION

77 14.498 1952 1957 1964 rVB8 72775 145758 1.55% ©.189%
78 14.669 1981 1986 1988 rBV3 62148 107985 1.15% ©0.140%
79 14.704 1988 1992 1997 rVB4 96094 158950 1.70% 0.206%
80 14.845 2012 2016 2024 rBV2 242282 426453 4.55% 0.553%
81 14.957 2032 2035 2040 rVB 96695 127996 1.37% 0.166%
82 15.422 2108 2114 2120 rVB2 557516 914908 9.76% 1.186%
83 15.557 2133 2137 2143 rBV 121221 174505 1.86% 0.226%
84 15.757 2167 2171 2176 rBV3 52076 75296 ©0.80% 0.098%
85 15.840 2180 2185 2189 rBV3 116667 191725 2.04% 0.248%
86 16.081 2223 2226 2229 rVB2 47794 54008 0.58% 0.070%
87 16.587 2309 2312 2316 rBV6 54728 99924 1.07% 0.129%
88 16.775 2341 2344 2351 rVB 100773 133879 1.43% 0.173%
89 17.187 2408 2414 2425 rVWVW 3466654 5123329 54.64% 6.639%
90 17.281 2426 2430 2440 rVB2 584277 905292 9.66% 1.173%
91 17.669 2493 2496 2502 rBV4 61914 140489 1.50% 0.182%
92 18.075 2561 2565 2572 rBV 665114 954964 10.19% 1.237%
93 18.198 2583 2586 2592 rVB2 100033 130860 1.40% ©0.170%
94 18.857 2694 2698 2702 rBV 154491 227518 2.43% 0.295%
95 18.986 2717 2720 2724 rVB2 88139 94925 1.01% 0.123%
96 19.310 2772 2775 2784 rBV 189013 304694 3.25% 0.395%
97 19.528 2807 2812 2816 rBV 710168 992174 10.58% 1.286%
98 20.969 3054 3057 3061 rBV 344482 420333  4.48%  0.545%
99 21.280 3105 3110 3119 rBV 4086260 5255910 56.06% 6.810%
100 23.657 3508 3514 3522 rVB2 2303594 4587367 48.93% 5.944%

Sum of corrected areas: 77173799
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP012569.D\data.ms
4000000
3000000 6.987
11.246
2000000
7.769
1000000 4.787
3 573.799 917 6.8 3
310 7 %88 5293 subre 05 B 4 R memeanm it i anmine
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP012569.D\data.ms
4000000 17.187
3000000 14422
2000000
12.734 19.528
1000000 18.075
11.928 13.84014; 18,859g49-31
; .198 ;
B
R e e e e e L B Bt B o
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP012569.D\data.ms
21.280
4000000
23.657
3000000
2000000
20.969 K
1000000 [ . N
o\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BP102522.M Wed Nov 09 12:52:31 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.570 7.37 ng/ul 580306 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 58
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 52
Abundance  Scan 99 (3.570 min): BP012569.D\data.ms (-89) (-) m/z 43.10 100.00%
- /k\hj\/\m
TR T
‘ ’ ‘ 3.20 3.40 3.60 3.80
ol i1 1349 2070 2810 356.2415.8479.1 548. ./, 41 5  53.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 L L R L LN BN R
3.20 3.40 3.60 3.80
\ ’ m/z 73.00 35.68%
O‘\‘\A\J‘H\‘\L‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl-
43.0
R AR
3.20 3.40 3.60 3.80
5000 m/z 39.05 18.77%
o_wH‘mmw_m,‘HwH_H‘_m_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl- T T T T T
43.0 3.20 3.40 3.60 3.80
m/z 45.00  13.46%
5000 J\\
o’J|, SR MBI S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

TIC Integration Parameters: LSCINT.P

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

Peak Number 2 2-Hexanol Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
3.799 11.13 ng/ul 876264 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
4 2-Octanol 130 C8H180 000123-96-6 78
5 2-Hexanol 102 C6H140 000626-93-7 78
Abundance Scan 138 (3.799 min): BP012569.D\data.ms (-132) (-) m/z 45.05 100.00%

45.0
5000

et
‘ ‘ 3.40 3.60 3.80 4.00 4.20
Olprrrl117:2 192.9252.0 3268 415.0473.4536.6 1/, 43.e5  23.99%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4961: 2-Hexano
48.0

5000 T T
3.40 3.60 3.80 4.00 4.20

m/z 69.05 20.89%

‘\J‘\‘“\‘J\H‘“\l\\”\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl-
45.0

3.40 3.60 3.80 4.00 4.20

o

5000 m/z 41.05 16.47%
o"‘“»JJ"AI‘umw_‘H,‘HwH‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl- R AR RN
45.0 3.40 3.60 3.80 4.00 4.20

m/z 39.00 7.98%

5000 MWVWV/L\mvj\/kﬂﬁdMMJM
| \‘ 1 ‘ L

0l b e e R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 | 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 unknown-01 Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
3.887 3.97 ng/ul 312512  1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 39
2 Butanoic acid 88 C4H802 000107-92-6 33
3 Butanoic acid 88 C4H802 000107-92-6 9
4 Butanoic acid 88 C4H802 000107-92-6 9

5 2-Amino-1,3-propanediol 91 C3HSNO2 000534-03-2 9

Abundance Scan 153 (3.887 min): BP012569.D\data.ms (-147) (-) m/z 60.00 100.00%

60.0
5000
e R ARRREEEN S
H 3.60 3.80 4.00 4.20
Ol 147,0207.0 2819 356.0 4308 5032 m/z 42.e0 52.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85607: Ethyl .alpha.-d-glucopyranoside
60.0
5000 UL L B B B AL LR
3.60 3.80 4.00 4.20
m/z 55.00 40.25%
0 H\ |, 1440 2080
‘\\\\‘ 1\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
R
3.60 3.80 4.00 4.20
5000 m/z 41.05 40.06%
0“’ e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid R B ABERE e
60.0 3.60 3.80 4.00 4.20
m/z 73.00 29.78%
ow  RAEa R R B RRRREE  RREas e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vvial : 26

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Butanoic acid, 3-methyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
4,787 43.92 ng/ul 3458270 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 306 (4.787 min): BP012569.D\data.ms (-280) (-) m/z 60.00 100.00%

60.0
5000
RRa A RRRRRRRERES
H ‘ 4.40 4.60 4.80 5.00 5.20
bttt 2472 221.0281.0 35624150 4962  n/z 43.16  37.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 [T T[T T[T rirrrr
4.40 4.60 4.80 5.00 5.20
m/z 41.05 32.16%
O‘\\th‘"‘1\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
RRan R A RAARA R,
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.95 21.77%
0"'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4824 Butanoic acid, 3-methyl- RRRRREEEE S
60.0 4.40 4.60 4.80 5.00 5.20
m/z 86.95 17.99%
5000 M
L
e r————————————— RRa A RRARRRRERES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Butanoic acid, 2-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
4.917 14.06 ng/ul 1107050 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 52
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50

74

Abundance Scan 328 (4.917 min): BP012569.D\data.ms (-314) (-)

.0

148.8207.0 281.0341.9 415.2 521.8

100 150 200 250 300 350 400 450 500 550

m/z 73.95 100.00%

>

4.60 4.80 5.00 5.20

5000
0 wH,“'\ )
m/z--> 0 50
Abundance
74
5000
0 T \J\ “,"'\ ‘\

#4831: Butanoic acid, 2-methyl-
.0

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

m/z 57.05 56.38%

.

4.60 4.80 5.00 5.20

m/z 41.10 44.39%

-

4.60 4.80 5.00 5.20

m/z 87.00 26.87%

4.60 4.80 5.00 5.20

m/z 73.00 17.43%

N

m/z--> 0 50

Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
5000
015\"\“" | ‘
L

100 150 200 250 300 350 400 450 500 550

4.60 4.80 5.00 5.20

SFAM-EPA-BP102522.M Wed Nov 09 12:52:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vvial : 26

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Pentanoic acid Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
5.293 2.65 ng/ul 208295 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 83
2 Pentanoic acid 102 C5H1e02 000109-52-4 78
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Hexanoic acid 116 C6H1202 000142-62-1 72

Abundance Scan 392 (5.293 min): BP012569.D\data.ms (-386) (-) m/z 60.00 100.00%

60.0

—

5000
R ERATEREEEEEE T
h\ M 5.00 5.20 5.40 5.60
ol li1.121.0 2080 28303409 415047485373 ./, 73 00 41.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 L L B B LA A
5.00 5.20 5.40 5.60
m/z 41.05 22.98%
O‘\\“\\\m“‘ \‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
e R RARRNEERY
5.00 5.20 5.40 5.60
5000 m/z 55.00 18.48%
0“”l T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid REEEaEE e
60.0 5.00 5.20 5.40 5.60
m/z 43.05 16.27%
5000 L
O‘HIHHI“m,‘m‘mWm‘mwm‘mWm‘mwm_ DT e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60

SFAM-EPA-BP102522.M Wed Nov 09 12:52:42 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vvial : 26

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Hexanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
6.869 14.65 ng/ul 1153500 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 90
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Hexanoic acid 116 C6H1202 000142-62-1 83
5 Pentanoic acid 102 C5H1002 000109-52-4 72

Abundance Scan 660 (6.869 min): BP012569.D\data.ms (-646) (-) m/z 60.00 100.00%

60.0

%

5000
R e R RN e
\"‘ ’ 6.60 6.80 7.00 7.20
o Adll] 133.0192.9 2810 354.8416.147545389 ./, 73 95 51.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid
60.0
5000 L B B R
6.60 6.80 7.00 7.20
" m/z 41.05 28.62%
O‘\\LH‘“'I\\\l\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9149: Hexanoic acid
60.0
e ARAR=EEEE SRS
6.60 6.80 7.00 7.20
5000 m/z 43.05 20.87%
0_‘“‘\‘”‘“ﬂ"wm_m,mwmWm_m_m_m,uu,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9146: Hexanoic acid R A e e
60.0 6.60 6.80 7.00 7.20
m/z 45.00 17.28%
) /LW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

SFAM-EPA-BP102522.M Wed Nov 09 12:52:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 1-Butoxy-2-ethylhexane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.852 6.17 ng/ul 486107 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 50
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47
Abundance Scan 827 (7.852 min): BP012569.D\data.ms (-821) (-) m/z 57.05 100.00%
57.0

—

5000
R RS RRRRN RS
| “ ‘ 7.60 7.80 8.00 8.20
0l Mdd 4270 2080 2949 369.9428.9 5095 ./, 41.e5 47.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61067: 1-Butoxy-2-ethylhexane
57.0
5000 L B I L L L BN I IR
7.60 7.80 8.00 8.20
m/z 43.10 44.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
AR SR
7.60 7.80 8.00 8.20
5000 ITI/Z 55.00 35.35%
O'M'H“,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl- A RREam R
57.0 7.60 7.80 8.00 8.20
m/z 60.00 30.20%
o‘th‘w!“l‘ﬂ_uHWH,m‘,mWm_mwwm_m_ S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

SFAM-EPA-BP102522.M Wed Nov 09 12:52:45 2022 Page: 12



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
BP012569.D

. 09
: CG/JU
: N5407-01DL 10X

. 26

Quant Method :

Quant Title

TIC Library

Nov 2022 01:31

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Heptanoic acid Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
.65  5.12 ng/ul 403148  1,4-Dichlorobenzene-d4  7.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91

2 Heptanoic acid 130 C7H1402 000111-14-8 86
3 Heptanoic acid 130 C7H1402 000111-14-8 86
4 Heptanoic acid 130 C7H1402 000111-14-8 83
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
Abundance Scan 921 (8.405 min): BP012569.D\data.ms (-912) (-) m/z 60.00 100.00%
60.0
5000
H \ 8.00 8.20 8.40 8.60 8.80
oAl 4291 2079 2949 4011 488.9548( ./ 7300  55.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15392: Heptanoic acid
60.0
5000 DL L B B R
8.00 8.20 8.40 8.60 8.80
m/z 41.10 31.24%
()“f\[J ‘1\‘\"\[‘]\-3\\0\-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15393: Heptanoic acid
60.0
R RAARA R AR o
8.00 8.20 8.40 8.60 8.80
5000 m/z 55.00 30.51%
NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15395: Heptanoic acid R AR RaE o
60.0 8.00 8.20 8.40 8.60 8.80
m/z 43.05 30.47%
h \/\“_JU\J/\_/\
OWMBO-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BP102522.M Wed Nov 09 12:52:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.116 14.04 ng/ul 1105210 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1042 (9.116 min): BP012569.D\data.ms (-1031) (-) m/z 73.00 100.00%
3.0

-

5000
\ ‘ 8.80 9.00 9.20 9.40
|
OfrrhiklLd [143.9 209.0267.9 340.9 424.9489.2549. ), g7 95  84.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 LB L B B R
29. 8.80 9.00 9.20 9.40
‘ m/z 57.05 32.73%
O‘\\‘\‘V‘ILJ}\\l\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
P R R
8.80 9.00 9.20 9.40
5000 m/z 41.10 32.50%
ots-M,JHh‘M-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl- R
88.0 8.80 9.00 9.20 9.40
m/z 55.00 23.54%
5000
zg.r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP102522.M Wed Nov 09 12:52:47 2022 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vvial : 26

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Octanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.034 62.53 ng/ul 8804890  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid 144 C8H1602 000124-07-2 80
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Hexanoic acid 116 C6H1202 000142-62-1 58
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1198 (10.034 min): BP012569.D\data.ms (-1172) (- m/z 59.95 100.00%

60.0
5000
T T
HI\HFZ'O 221.1280.9338.6 401.0461.1519.3 10.00
oAl fll] - 221.1280.9338.6401.0461.1519.3 /7 72,95  71.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 = :
10.00
m/z 43.10 38.68%
Lg.o
O‘\\”\H“llL\‘h\l‘\p\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24059: Octanoic acid
60.0
T T
10.00
5000 ITI/Z 41.05 37.07%
o L) 3900
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24058: Octanoic acid T ‘
60.0 10.00
m/z 55.05 34.03%
5000 j//\“J»jﬂ\Ag\
oHHh!lMO /N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP102522.M Wed Nov 09 12:52:48 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Phenol, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.069 2.22 ng/ul 313146  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,3-dimethyl- 122 C8H1e0 000526-75-0 90
2 Phenol, 2,4-dimethyl- 122 C8H1e0 000105-67-9 86
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 83
4 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 83
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 80

Abundance Scan 1204 (10.069 min): BP012569.D\data.ms (-1202) (- m/z 122.05 100.00%

122.1
5000
A A
51.0”‘ 10.00
Otk bild - 2026264.9  354.8415.9 4932 ' m/z 107.00  58.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11323: Phenol, 2,3-dimethyl-
107.0
5000
10.00
m/z 121.00 40.437%
39.0 H
O‘\\‘W‘LU‘““\‘“\\\I‘\\Wl\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11330: Phenol, 2,4-dimethyl-
107.0
T \
10.00
5000 ITI/Z 91.00 23.61%
390”
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11336: Phenol, 2,3-dimethyl-
122.0 10.00
m/z 77.00 21.31%
5000
390‘
o‘H“lh(hﬂ“uw m S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00

SFAM-EPA-BP102522.M Wed Nov 09 12:52:50 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Phenol, 2-(1-methylethyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.505 8.58 ng/ul 1208660  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 87
5 Phenol, 2-(1-methylethyl)-, meth... 193 C11H15NO2 002631-40-5 87

Abundance Scan 1278 (10.505 min): BP012569.D\data.ms (-1272) (- m/z 121.00 100.00%
121.0

5000 ]\
— —
39.0 \ ‘ l 10.50
O bbb d Ll 207.8 28103410 417.847785362 1/, 136.00  31.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18904: Phenol, 2-(1-methylethyl)-
121.0
5000 AR :
10.50
m/z 102.95 23.41%
0|
O‘\\‘\J\"\\”H!“l\‘ L L L B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0 /\
= =
10.50
5000 ITI/Z 77 .00 19.65%
39.0 | \
O‘HMMMHLw‘H‘H‘W‘H‘“‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\
Abundance #18902: Phenol, 3-(1-methylethyl)- =5 —
121.0 10.50
m/z 91.00 19.58%
5000
39.0 /\\
0‘m‘h‘f“‘”‘"\\MHH"m‘m‘,mw‘H‘HH‘HHWHWH,‘ —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50

SFAM-EPA-BP102522.M Wed Nov 09 12:52:54 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:

\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 p-Cumenol Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
10.940 3.59 ng/ul 505463  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cumenol 136 C9H120 000099-89-8 96
2 p-Cumenol 136 C9H120 000099-89-8 95
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
5 p-Cumenol 136 C9H120 000099-89-8 91

Abundance Scan 1352 (10.940 min): BP012569.D\data.ms (-1346) (- m/z 121.00 100.00%
121.0
5000 /t j\
o
39.0 ‘ “ ‘ 11.00
O bbbl 19282517 34214009 4781 5470  1/; 136.00  28.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18802: p-Cumeno
121.0
5000 1100'//k"’
m/z 91.00 21.77%
ol
O‘\\J\Ll‘“l\‘“\l\‘\\“‘\ !‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18801: p-Cumeno
121.0
o
11.00
5000 m/z 77.00 20.50%
el
LD TP
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18901: Phenol, 3-(1-methylethyl)- =
121.0 11.00
m/z 102.95 15.78%
5000
) L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.246  66.59 ng/ul 9376170  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# 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 Benzeneacetic acid 136 C8H802 000103-82-2 90
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 78
Abundance Scan 1404 (11.246 min): BP012569.D\data.ms (-1384) (- m/z 91.00 100.00%
91.0
5000 /L
1 =
’ L 11.00 11.50
Obrrktdod  2D0:2206.9 281.6 354.9412.4471.75284  1/z 136.00  28.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid
91.0
5000
11.00 11.50
m/z 92.00 17.34%
02\71.91\\‘\’\‘1 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
— =
11.00 11.50
5000 m/z 65.00 15.92%
0“NMM"H‘W‘H‘_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid
91.0 11.00 11.50
m/z 62.95 6.72%
5000
0 HHH'Jm e
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\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.434 6.72 ng/ul 946458  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 59
3 Nonanoic acid 158 C9H1802 000112-05-0 52
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 1436 (11.434 min): BP012569.D\data.ms (-1430) (- m/z 59.95 100.00%

60.0
5000 136.0
—F5
l 11.50
0 LUl 207.0266.8325.0 412.5 5105 m/z 72.95 85.40%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0

%

5000 1
11.50
1F9-0 m/z 91.00 62.59%
O‘\\”f“‘J l}‘H\IW"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18707: Benzoic acid, 3-methyl-
91.0
P
11.50
5000 ITI/Z 57.10 56.16%
o_m‘«du P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid —
60.0 11.50
m/z 55.05 50.04%
5000
[11i
O‘Hf«'MMLwuw‘u,u‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP102522.M Wed Nov 09 12:53:02 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.928 5.47 ng/ul 769649  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 93
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
Abundance Scan 1520 (11.928 min): BP012569.D\data.ms (-1514) (- m/z 135.00 100.00%
135.0
5000
——
71? l 12.00
Olrrrbpid ity L} 2081 20613549 4302 5032 'y 7 107.00  42.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 —T1
12.00
m/z 150.00  18.51%
77.0 l
O]‘-\S\.(\)%\f”r‘\WJ‘HH”\l%H‘\\H‘\\H‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0 J
—— :
12.00
5000 m/z 95.00 14.35%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl- —
135.0 12.00
m/z 77.00 10.14%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 1Indole Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.087 2.44 ng/ul 343410 Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 94
2 Indole 117 C8H7N 000120-72-9 91
3 Indole 117 C8H7N 000120-72-9 87
4 Indole 117 C8H7N 000120-72-9 87
5 Benzyl nitrile 117 C8H7N 000140-29-4 80

Abundance Scan 1547 (12.087 min): BP012569.D\data.ms (-1541) (- m/z 116.95 100.00%

11y7.0
5000
R T
57H1 ‘ 12.00
Obrrbplly | 11929 2831 3559 4290 5032  ;m/z 90.00  45.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9736: Indole
117.0
5000 L
12.00
m/z 88.95 34.91%
59,0
O‘\\\\‘IJ\A\\I\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9733: Indole
117.0
1 [
12.00
5000 ITI/Z 98.90 25.70%
58,0
0‘HuMﬁuww“w‘H‘_‘H‘H“_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9735: Indole T
117.0 12.00
m/z 63.00 15.47%
5000
59.0
O‘H‘%w‘N,H‘W‘H“H‘w‘H‘_“W‘H‘_“W‘H‘_‘H“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31

Operator : CG/JU

Sample : N5407-01DL 10X

Misc

ALS Vvial : 26

Quant Method :
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

LSCINT.P

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

Peak Number 19

n-Decanoic acid

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
12.734 8.13 ng/ul 1688030  Acenaphthene-d10 14.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 1657 (12.734 min): BP012569.D\data.ms (-1648) (-

m/z 60.00 100.00%

S

12.50 13.00

m/z 73.00 97.73%

-

12.50 13.00

m/z 41.05 51.24%

%

12.50 13.00

m/z 55.05  49.40%

N

12.50 13.00

m/z 43.05 47.02%

60.0
5000 129.0
0 H | \J‘2070 282.9 355.0416.1 483.3542.¢
e e S T T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46964: n-Decanoic acid
60.0
5000 129.0
O!J""n“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46965: n-Decanoic acid
60.0
5000 129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0
5000 129.0
AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 Benzoic acid, p-tert-butyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.246 2.03 ng/ul 422334  Acenaphthene-d10 14.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 95
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 87
4 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72
5 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64

Abundance Scan 1914 (14.246 min): BP012569.D\data.ms (-1910) (-] ' m/z 163.05 100.00%
1638.1

—

5000
91'0 T ‘ T T ‘ T
14.00 14.50
Orrrebid bt Ay || 239.03020 360.7430.94929 /7 135,60 29.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 s s
91.0 14.00 14.50

m/z 91.00  24.48%

27“'?‘ i

O‘\\\W[!\f\[\1f\k‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
— ——
14.00 14.50
5000 ITI/Z 178.05 12.39%
91.0
zgh l“ ‘ Al \ l
0 bbb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52511: 3-tert-Butylbenzoic acid Py T
163.0 14.00 14.50
m/z 164.05 11.01%
5000
91.0 l
oWH‘ml"u“m_‘HWH_H‘,‘m,uH_wa_m_ —— S
m/z--> 0 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\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.845 2.05 ng/ul 426453  Acenaphthene-d10 14.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 38
2 Cyclohexanecarboxylic acid, 2-me... 186 C10H1803 1000330-87-5 38
3 Cyclohexane, 1,3-dimethoxy-, cis- 144 C8H1602 030363-81-6 38
4 8-Hydroxy-2-octanone 144 C8H1602 025368-54-1 25
5 2-Hexadecanone 240 C16H320 018787-63-8 22

Abundance Scan 2016 (14.845 min): BP012569.D\data.ms (-2012) (- m/z 43.05 100.00%

11.0 — e
H ‘ 10 14.50 15.00
o hbhill 27202288 3427 42914932 ./, sg.oe  68.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14375: 2-Heptanone, 6-methyl-
43.0
5000 = T
14.50 15.00
m/z 55.10 47.35%
|40
O‘\‘\“\ "\“\\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60496: Cyclohexanecarboxylic acid, 2-methoxyethyl est

B

58.0
— ——
14.50 15.00
5000 ITI/Z 83.00 29.61%
LIPS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24197: Cyclohexane, 1,3-dimethoxy-, cis- — ——
58.0 14.50 15.00
m/z 41.05 27.77%
- ﬂ‘/\'\//\\/j\wwyv
04’,}“‘1("\‘1143.0“‘ SEE—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acq On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 22 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.075 3.73 ng/ul 954964  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrrolidine, 1l-acetyl- 113 C6H11NO 004030-18-6 46
2 3-Fluoro-2-hydroxypyridine, Ac d... 155 C7H6FNO2 1000496-78-8 46
3 1,3,5-Triazine-2,4(1H,3H)-dione 113 C3H3N302 000071-33-0 30
4 2,5-Pyrrolidinedione, 3-methyl-4... 155 C8H13NO2 016493-22-4 27
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 25

Abundance Scan 2565 (18.075 min): BP012569.D\data.ms (-2561) (- m/z 113.00 100.00%

118.0
43.
5000
T I
] A2, 18.00
ol hdbilad oy | 28103409 41504751 5491 ./, 73 09  88.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7835: Pyrrolidine, 1-acetyl-

113.0

SN
w
o

N \
18.00

m/z 55.10  66.36%

5000

L

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

Abundance  #32567: 3-Fluoro-2-hydroxypyridine, Ac derivative
113.0

o

-

18.00
5000 m/z 43.10 55.06%
43.0

Lol

-

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7727: 1,3,5-Triazine-2,4(1H,3H)-dione — ‘
113.0 18.00
28.0 m/z 57.10 52.16%
- JM
0_'Jul,:‘u{wH_m,‘HWm_mwH_wuu_m_ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12569.D

Acqg On : 09 Nov 2022 01:31
Operator : CG/JU

Sample : N5407-01DL 10X
Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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,... 3.570 7.4 ng/ul 580306 1 7.763 1574890 20.0
2-Hexanol 3.799 11.1 ng/ul 876264 1 7.763 1574890 20.0
unknown-01 3.887 4.0 ng/ul 312512 1 7.763 1574890 20.0
Butanoic acid, 4.787 43.9 ng/ul 3458270 1 7.763 1574890 20.90
Butanoic acid, 4.917 14.1 ng/ul 1107050 1 7.763 1574890 20.0
Pentanoic acid 5.293 2.6 ng/ul 208295 1 7.763 1574890 20.0
Hexanoic acid 6.869 14.7 ng/ul 1153500 1 7.763 1574890 20.0
1-Butoxy-2-ethy... 7.852 6.2 ng/ul 486107 1 7.763 1574890 20.90
Heptanoic acid 8.405 5.1 ng/ul 403148 1 7.763 1574890 20.0
Hexanoic acid, 9.116 14.0 ng/ul 1105210 1 7.763 1574890 20.0
Octanoic acid 10.034 62.5 ng/ul 8804890 2 10.569 2816050 20.0
Phenol, 2,3-dim... 10.069 2.2 ng/ul 313146 2 10.569 2816050 20.0
Phenol, 2-(1-me... 10.505 8.6 ng/ul 1208660 2 10.569 2816050 20.0
p-Cumenol 10.940 3.6 ng/ul 505463 2 10.569 2816050 20.0
Benzeneacetic acid 11.246 66.6 ng/ul 9376170 2 10.569 2816050 20.0
Nonanoic acid 11.434 6.7 ng/ul 946458 2 10.569 2816050 20.0
Phenol, p-tert-... 11.928 5.5 ng/ul 769649 2 10.569 2816050 20.0
Indole 12.087 2.4 ng/ul 343410 2 10.569 2816050 20.0
n-Decanoic acid 12.734 8.1 ng/ul 1688030 3 14.422 4151210 20.0
Benzoic acid, p... 14.246 2.0 ng/ul 422334 3 14.422 4151210 20.0
unknown-02 14.845 2.0 ng/ul 426453 3 14.422 4151210 20.0
unknown-03 18.075 3.7 ng/ul 954964 4 17.186 5123330 20.0
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