LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acqg On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc :

ALS vial : 5 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-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13339.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.323 19 23 30 rVvB 103055 136464 1.04% 0.091%
2 3.670 79 82 88 rvB 27460 37248 0.28% 0.025%
3 3.752 92 96 107 rBV 734050 1090193 8.31% 0.726%
4 3.981 130 135 139 rVB 36151 57467 ©0.44% 0.038%
5 4.075 147 151 156 rVB 60676 76323 0.58% 0.051%
6 5.022 306 312 319 rVB 256965 361868 2.76%  0.241%
7 5.193 336 341 347 rVW 121567 173185 1.32% 0.115%
8 5.681 420 424 433 rBV 83572 159667 1.22% 0.106%
9 6.534 563 569 572 rBv4 23998 39531 0.30% 0.026%
106 7.093 653 664 673 rBV 487907 788483 6.01% ©.525%
11 7.205 679 683 686 rBvV 26705 31687 0.24% 0.021%
12 7.258 686 692 699 rBV 1741283 2608109 19.89% 1.737%
13 7.458 716 726 736 rBV 1662836 2619873 19.98% 1.745%
14 7.769 768 779 786 rVB2 55607 209077 1.59% 0.139%
15 7.928 798 806 812 rBV 1892158 3000646 22.89% 1.999%
16 7.993 812 817 833 rVB 997405 1740214 13.27% 1.159%
17 8.181 844 849 854 rVB5 20507 40414 0.31% ©0.027%
18 8.640 921 927 937 rBV 1100263 1786500 13.63% 1.190%
19 9.022 986 992 996 rBV7 21748 43959 0.34% 0.029%
20 9.099 998 1005 1014 rVV 2087750 3293007 25.12% 2.194%
21  9.181 1014 1019 1020 rVV3 27650 37446 0.29% 0.025%
22 9.246 1020 1030 1042 rVB 714204 1481937 11.30% 0.987%
23 9.499 1067 1073 1077 rW 78819 128693 0.98% 0.086%
24  9.540 1077 1080 1088 rvB8 18821 41849 0.32% ©0.028%
25 9.822 1121 1128 1141 rBV 1674369 2894991 22.08% 1.928%
26 9.916 1142 1144 1150 rVV7 17954 35198 0.27% 0.023%
27 9.981 1150 1155 1164 rVB3 55367 102942 ©.79% 0.069%
28 10.052 1164 1167 1176 rVBle 19197 37472 0.29% 0.025%
29 10.157 1179 1185 1188 rBvV7 20491 35811 0.27% 0.024%
30 10.363 1213 1220 1237 rVB 2613132 4373594 33.36% 2.913%
31 10.522 1241 1247 1257 rBV2 100387 195596 1.49% 0.130%
32 10.640 1259 1267 1278 r\VV4 53486 157512 1.20% 0.105%
33 10.746 1278 1285 1291 rVV 2725708 4466408 34.06% 2.975%
34 10.799 1291 1294 1299 rVB3 53799 76247 ©.58% 0.051%
35 10.881 1301 1308 1319 rBV 772897 1357795 10.36% ©0.904%
36 11.210 1359 1364 1370 rVB5 24221 38961 ©0.30% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acqg On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc :

ALS vial : 5 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-BP120722.M
Title : SVOA CALIBRATION
37 11.275 1370 1375 1382 rBV 48370 90789 0.69% 0.060%
38 11.399 1390 1396 1405 rVB 232901 414193 3.16% 0.276%
39 11.563 1417 1424 1433 rVB 262569 445831 3.40% 0.297%
40 11.993 1491 1497 1503 rBV5 34744 55900 0.43% 0.037%
41 12.151 1519 1524 1529 rVB2 36519 65931 0.50% 0.044%
42 12.234 1529 1538 1546 rBV 489761 828798 6.32% 0.552%
43 12.328 1548 1554 1559 rBV2 45298 81390 0.62% 0.054%
44 12.516 1580 1586 1596 rBV6 33848 82978 0.63% 0.055%
45 12.734 1610 1623 1628 rBV 156606 340986 2.60% 0.227%
46 12.910 1646 1653 1654 rBv7 21130 37532 0.29% 0.025%
47 13.181 1694 1699 1712 rVBS5 72140 165629 1.26% ©0.110%
48 13.328 1717 1724 1729 rBV5 56791 135596 1.03% 0.090%
49 13.387 1729 1734 1742 rVV2 71671 129231 0.99% 0.086%
50 13.463 1742 1747 1756 rVWV 164990 273527 2.09% 0.182%
51 13.681 1778 1784 1789 rBv8 19193 45990 0.35% 0.031%
52 13.840 18607 1811 1816 rBV 102959 144861 1.10% 0.096%
53 13.910 1816 1823 1829 rVV 566815 1254361 9.57% 0.836%
54 13.981 1829 1835 1841 rVV 5247003 7379122 56.28% 4.915%
55 14.028 1841 1843 1850 rVv4 89055 141826 1.08% 0.094%
56 14.098 1850 1855 1861 rVB7 42219 78751 0.60% 0.052%
57 14.216 1867 1875 1878 rBV5 48535 98386 ©0.75% 0.066%
58 14.269 1878 1884 1893 rVB 5459264 8058718 61.46% 5.368%
59 14.398 1903 1906 1909 rVB2 31878 36357 0.28% 0.024%
60 14.434 1909 1912 1914 rBV 43468 52241 0.40% 0.035%
61 14.575 1930 1936 1945 rVB 4219197 6164980 47.02% 4.107%
62 14.781 1965 1971 1982 rBV 418826 708746 5.41% 0.472%
63 14.928 1992 1996 2002 rBV6 45718 79199 0.60% 0.053%
64 14.981 2002 2005 2015 rvw8 55613 139395 1.06% ©.093%
65 15.063 2016 2019 2023 rVB6 25407 37764 ©0.29% 0.025%
66 15.151 2029 2034 2042 rBV 71729 132404 1.01% 0.088%
67 15.316 2056 2062 2066 rBV 363171 491566  3.75% ©.327%
68 15.357 2066 2069 2071 rVV2 65838 93491 0.71% 0.062%
69 15.392 2071 2075 2082 rVB 170682 255067 1.95% 0.170%
70 15.569 2099 2105 2112 rBV 7637142 10607624 80.90% 7.066%
71 15.692 2120 2126 2140 rBV 2653584 3677075 28.04% 2.449%
72 15.810 2143 2146 2149 rBvV3 18274 30740 0.23% 0.020%
73 15.934 2162 2167 2173 rBv2 177179 311236 2.37% 0.207%
74 16.081 2186 2192 2196 rBV 52175 86298 0.66% 0.057%
75 16.216 2211 2215 2219 rBV5 67260 95081 0.73% 0.063%
76 16.304 2227 2230 2238 rVB4 41878 71379 0.54% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acqg On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc :

ALS vial : 5 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-BP120722.M
Title : SVOA CALIBRATION

77 16.398 2242 2246 2255 rVB 117820 171538 1.31% 0.114%
78 16.481 2255 2260 2262 rBV3 120156 195669 1.49% 0.130%
79 16.522 2262 2267 2274 rVB 1044307 1379919 10.52% 0.919%
80 16.722 2297 2301 2307 rBV8 36095 58650 ©0.45% 0.039%
81 16.998 2345 2348 2354 rVB2 40391 51016 ©.39% 0.034%
82 17.081 2358 2362 2365 rBv4 38855 56046 0.43% 0.037%
83 17.122 2365 2369 2373 rVB4 48310 65896 0.50% 0.044%
84 17.181 2375 2379 2382 rBV 106400 162411 1.24% ©0.108%
85 17.334 2399 2405 2411 rBV 5280632 7122573 54.32% 4.745%
86 17.434 2416 2422 2430 rBV2 8103303 11295867 86.15% 7.525%
87 17.522 2431 2437 2451 rBV 3873208 5568950 42.47% 3.710%
88 17.992 2513 2517 2520 rBV4 56985 66039 0.50% 0.044%
89 18.039 2520 2525 2531 rVV2 562091 737744 5.63% 0.491%
90 18.210 2548 2554 2563 rBV 2024700 3093392 23.59% 2.061%
91 18.722 2639 2641 2645 rBV5 25598 31247 0.24% 0.021%
92 19.239 2726 2729 2735 rVB2 119470 166609 1.27% 0.111%
93 19.310 2737 2741 2745 rBV 117461 197893 1.51% 0.132%
94 19.439 2758 2763 2776 rBV 741046 1377220 10.50% ©.917%

95 19.669 2796 2802 2807 rBV 10138423 13111488 100.00% 8.734%

96 19.886 2835 2839 2846 rVB 156173 216930 1.65% ©.145%
97 21.116 3044 3048 3055 rBV 893020 1428671 10.90% ©.952%
98 21.422 3095 3100 3105 rBV 5368764 6988922 53.30% 4.656%
99 23.733 3485 3493 3508 rVB2 5983250 12281579 93.67% 8.181%
100 23.892 3513 3520 3530 rVB2 3497712 7116765 54.28% 4.741%

Sum of corrected areas: 150120370
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Data Path :
Data File :
. 27 Dec 2022 15:26
: CG/JU

: N6133-01

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
BP013339.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013339.D\data.ms
1le+07
8000000
6000000
4000000
10.36310.746
9.099
2000000 7.25%58 7928 9.822
3.752 209 71093 8640, e 881
3.3233 613 9975 50293 s5.681 6534 7205 7.769)8.181 0.0226194990 0BR0H5 10162709911 BATPS63
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013339.D\data.ms
16407 19.669
17.434
8000000 15.569
6000000 13.9%.269 17.334
14.575 i
4000000 522
15.692
18.210
2000000
. 19.439
18.03
ot 497 15 an0es rasm 1799 oy YR

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BP013339.D\data.ms

23.733
21.422

23.892

21.116

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.
5.022 2.41 ng/ul 361868 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
Abundance Scan 312 (5.022 min): BP013339.D\data.ms (-306) (-) m/z 43.00 100.00%
101.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ’ 4.60 4.80 5.00 5.20 5.40
ol i 2088 295.9355.1415.9 4928 m/z 59.e5  52.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T (T[T [T [Tl
4.60 4.80 5.00 5.20 5.40
m/z 101.05 17.09%
‘ 101.0
O‘\‘1“!‘%"1\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R e o
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 14.64%
‘ 101.0
O+
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- EREREREERE SRS
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.23%
- /\/\’/\A/\/\J\M
101.0
L [T
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\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.993 11.60 ng/ul 1740210 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 45
5 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 45

Abundance Scan 817 (7.993 min): BP013339.D\data.ms (-812) (-) m/z 57.05 100.00%

57.0

—

5000
R e
{ ‘ 7.60 7.80 8.00 8.20 8.40
b il11132.8 2071 281.9341.0 429.04869545¢ ./, 41,19  39.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 [T T[T T[T rirrfrr

7.60 7.80 8.00 8.20 8.40
m/z 43.10 33.25%

in

L L B L I B L L I B L L L L RO I BB

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-

o
o =
=1 -
o

7.60 7.80 8.00 8.20 8.40
5000 m/z 55.05 26.69%

i

o

-

‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61072: 1-Isobutoxy-2-ethylhexane BRERRREEREEEEES S
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 20.97%
) l
128.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

BP013339.D
: 27 Dec 2022 15:26
: CG/JU
: N6133-01
: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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

Concentration Rank 3

3 Hexanoic acid, 2-ethyl-

R.T. EstConc Area Relative to ISTD R.T.
9.246 9.88 ng/ul 1481940  1,4-Dichlorobenzene-d4 7.934
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 90
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1030 (9.246 min): BP013339.D\data.ms (-1020) (-) m/z 73.00 100.00%
73.0
- /k]\
AR R
H[ ’ 9.00 9.20 9.40 9.60
Ol khlh| 1420 225028393421 4150473.95353 1/, gg.e5  77.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 LB L B I LN L
29, 9.00 9.20 9.40 9.60
‘ m/z 41.10 38.25%
O‘\\‘\‘l\‘[“'i!\\"\"\\\’\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
 amas R
9.00 9.20 9.40 9.60
5000 m/z 57.05 34.19%
otsb\’u’h‘%-o
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #24098: Hexanoic acid, 2-ethyl- R e RER RN
73.0 9.00 9.20 9.40 9.60
m/z 55.00 25.82%
- \JJ\J\/\,
o il 2040
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60

SFAM-EPA-BP120722.M Wed Dec 28 13:04:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Formamide, N,N-dibutyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
12.234 3.71 ng/ul 828798 Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Formamide, N,N-dibutyl- 157 C9H19NO 000761-65-9 87
2 Diisopropylethylamine 129 C8H19N 007087-68-5 64
3 Diisopropylethylamine 129 C8H19N 007087-68-5 64
4 1-Methylsilacyclopentane 100 C5H12Si 1000433-92-4 50
5 Diisopropylethylamine 129 C8H19N 007087-68-5 50

Abundance Scan 1538 (12.234 min): BP013339.D\data.ms (-1529) (- m/z 71.95 100.00%
72.0
5000 /\
u‘ 420 12.00 12:50
o"Hk,kmew'm‘2“2‘1‘-‘1‘2‘59-?"335?-‘2”4‘1‘5:9?‘7“'::?‘5?14-3 m/z 114.16  51.18%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #34444: Formamide, N,N-dibutyl-
72.0
5000 — —
1200 12.50
m/z 27.11%
O‘\\||\”"\\\\}‘\\‘\]_\5‘?.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #14956: Diisopropylethylamine
72.0
1200 1250
5000 m/z 22.60%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #14960: Diisopropylethylamine
72.0 1200 1250
m/z .00  16.66%
5000
o_u‘”“w,”‘Hml“b'?mw‘m‘HHWH_ww_ww_ — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Cyclohexanamine, N-cyclohexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.910 4.07 ng/ul 1254360  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 96
2 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 96
3 (Bicyclohexyl)-2-amine 181 C12H23N 006283-14-3 96
4 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 94
5 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 93

Abundance Scan 1823 (13.910 min): BP013339.D\data.ms (-1816) (- m/z 138.05 100.00%
138.1

5000

=

56.1
e
L 14.00
o‘mk‘,wuw‘H‘u‘J?}‘O:‘l‘_2?3‘2;‘3349‘-9“‘9‘3-‘1”_49‘1‘-9‘5“"’?:{ m/z 56.16  39.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0
5000 1T
56.0 14.00
m/z 55.10 17.53%
O‘\\"\%L"‘\ﬂ\ll\h\ﬂ‘\}\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55896: Cyclohexanamine, N-cyclohexyl-
138.0
P
14.00
5000 56.0 ITI/Z 41.10 17.23%
0‘HQWWHMM‘HfHAW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55892: (Bicyclohexyl)-2-amine —
138.0 14.00
m/z 181.15 14.26%
5000
56.0
0‘HﬂhpwﬁﬂiH‘fuj‘_‘H“H“H‘W“H“H‘_“W“H“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Data Path :
Data File :
. 27 Dec 2022 15:26
: CG/JU

: N6133-01

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
BP013339.D

: 5 Sample Multiplier: 1

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 6 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.522 3.87 ng/ul 1379920  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dithiocarbamic acid, N,N-dimethy... 164 C5H12N2S2 002801-22-1 42
2 Carbonimidodithioic acid, methyl... 135 C4H9NS2 018805-25-9 38
3 2-(N-Dimethyl-thiocarbamoylthio)... 203 C8H13NOS2 023839-30-7 38
4 Allyl dimethyldithiocarbamate 161 C6H11NS2 020821-66-3 38
5 Ethyl 1,3-thiazolidine-4-carboxy... 161 CE6H11NO2S 051977-21-0 36

Abundance Scan 2267 (16.522 min): BP013339.D\data.ms (-2262) (- m/z 87.95 100.00%
88.0

5000

T ‘ T ‘
H { 174.0 ‘ 16.50
m 265.1 340.7 430.1492.0549. m/z 121.00  49.56%

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

Abundance #39898: Dithiocarbamic acid, N,N-dimethyl-, S-dimethyla
88.0

o

5000 e :
16.50

m/z 44.05 19.96%

164.0

O‘\\\ll“w\“\’\f\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17668: Carbonimidodithioic acid, methyl-, dimethyl ester
88.0

-

RN
16.50

5000 m/z 73.00 16.57%

27& | ‘h L

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

Abundance #79103: 2-(N-Dimethyl-thiocarbamoylthio)-cyclopentanon = ‘
88.0 16.50

m/z 42.05 16.39%

o

-

5000

N

211 158.0
J I

o e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Hexanedioic acid, mono(2-et... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.522 15.64 ng/ul 5568950  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 83
2 1,4-Diazabicyclo[4.3.0]nonan-2,5... 196 C9H12N203 1000512-90-4 38
3 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 38
4 iso-Amyl tiglate 170 C10H1802 066917-62-2 35
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 35

Abundance Scan 2437 (17.522 min): BP013339.D\data.ms (-2431) (- m/z 129.00 100.00%
55.1 129.0

5000

—

17.50
o‘u‘ﬂ§ﬂwﬁu i 2011 28293418 42894900547  n/7 55.10  90.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145541: Hexanedioic acid, mono(2-ethylhexyl)ester
129.0
70.0
5000 — ‘
17.50
m/z 70.10 88.92%
ok, JL Li4 \ 114 199.0

T [Tr T T[T T[T T T[T T T[T T[T T T[T T{Trrr(T

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

Abundance #72213: 1,4-Diazabicyclo[4.3.0Jnonan-2,5-dione, N-acety
111.0

—

T T
17.50

5000 430 m/z 111.00  58.65%

196.0

Y \‘ |

m/z--> 6 5‘0 160 1%0 260 25‘0 360 3%0 460 4%0 560 5%0
Abundance  #167739: 2-Ethyl-1-hexanol, pentafluoropropionate — ‘
57.0 17.50
m/z 41.10 55.61%

o

—

5000

119.0

ofjh.\’ 177.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 1,3,2-Dioxaphosphorinane, 5... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.039 2.07 ng/ul 737744  Phenanthrene-di10 17.334
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,2-Dioxaphosphorinane, 5,5-di... 242 C11H1504P 000884-89-9 99
2 2-Methoxy-8-quinolinol 175 C10OHSNO2 074668-72-7 22
3 1H-Indole-3-carboxaldehyde, 5-me... 175 C1@H9NO2 010601-19-1 22
4 Phosphoric acid, dibutyl phenyl ... 286 C14H2304P 002528-36-1 16
5 2-Methoxy-8-quinolinol, acetate 217 C12H11NO3 1000852-74-3 12

Abundance Scan 2525 (18.039 min): BP013339.D\data.ms (-2520) (- m/z 175.00 100.00%
175.0

5000 242.1

T T
M L
| NwwM\H_‘H‘hnw"H§?4ﬂ‘§9ﬁ?ﬁ?9§w5§4ﬁ m/z 174.00  59.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125341: 1,3,2-Dioxaphosphorinane, 5,5-dimethyl-2-phe

o

175.0 242.0
94.0
5000 — :
18.00
‘ m/z 94.00 53.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49916: 2-Methoxy-8-quinolinol
175.0
N \
18.00
5000 m/z 242.10 47 .67%
104.0
0tHMHJ

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

Abundance  #49986: 1H-Indole-3-carboxaldehyde, 5-methoxy- — ‘
175.0 18.00

m/z 149.00  46.94%

5000

77.0
0 pﬁlu‘utﬂnJH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\

Library Search Compound Report

Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.210 8.69 ng/ul 3093390  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2554 (18.210 min): BP013339.D\data.ms (-2548) (- m/z 73.00 100.00%

73.0
5000
213.2 —_— —
“H w30 | \ 18.00 18.50
-t HHMHW 1|, 2841 3558 420.8489.0549. ./, 43.1p 96.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
“ 213.0 m/z 60.00 89.49%
O‘\\\ ‘H \l\hlh\“}\l kr\\‘\\\r“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

256.0

43.0

18.00 18.50
5000 m/z 41.10 78.11%

129.0
or i 2210,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid T —T
43.0 18.00 18.50

m/z 57.10  74.58%

5000 256.0 \W\Mﬁka\\wa
129.0
R S L

e I e e e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.439 3.94 ng/ul 1377220  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 97
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2763 (19.439 min): BP013339.D\data.ms (-2758) (- m/z 43.10 100.00%
5000 129.1 JJL
241 2 e
| h nm ‘ o
0 A L ‘ L 342140214611 549, L. 7300  o5.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 R
19.50
M‘ 1850  284.0 m/z 60.00 83.93%
O‘\\"\ ‘ "1'\'[““!“1\‘\f\\‘\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
——
19.50
5000 129.0 m/z 57.10 81.69%
284.0
R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid T
73.0 19.50
m/z 55.10 75.78%
5000 284.0
185.0
R 11— S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acq On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.116 4.09 ng/ul 1428670  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 (C24H500 000506-51-4 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3048 (21.116 min): BP013339.D\data.ms (-3044) (- m/z 57.10 100.00%
57.1
" AJLLA
2100 2150
207.0 2811 : :
b _m ”}Mww_ww‘ 396.1415.0 48915491 y/7 43.05  99.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 —— —
21.00 21.50
125.0 m/z 55.10  95.70%
LU ‘ “‘1\.,1960 292.0 364.0
TTT ‘\f\\]\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
—— —
21.00 21.50
5000 m/z 83.10 84.61%
a11.0
o UL, 3500
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 T —
57.0 21.00 21.50
m/z 69.05 77.61%
5000
125.0
o LUl ass0  aoso )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122722\
Data File : BP@13339.D

Acqg On : 27 Dec 2022 15:26
Operator : CG/JU

Sample : N6133-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
2-Pentanone, 4-... 5.022 2.4 ng/ul 361868 1 7.934 3000650 20.0
1-Hexanol, 2-et... 7.993 11.6 ng/ul 1740210 1 7.934 3000650 20.0
Hexanoic acid, ... 9.246 9.9 ng/ul 1481940 1 7.934 3000650 20.0
Formamide, N,N-... 12.234 3.7 ng/ul 828798 2 10.746 4466410 20.0
Cyclohexanamine... 13.910 4.1 ng/ul 1254360 3 14.575 6164980 20.0
unknown-01 16.522 3.9 ng/ul 1379920 4 17.334 7122570 20.0
Hexanedioic aci... 17.522 15.6 ng/ul 5568950 4 17.334 7122570 20.0
1,3,2-Dioxaphos... 18.039 2.1 ng/ul 737744 4 17.334 7122570 20.0
n-Hexadecanoic ... 18.210 8.7 ng/ul 3093390 4 17.334 7122570 20.0
Octadecanoic acid  19.439 3.9 ng/ul 1377220 5 21.422 6988920 20.0
(DEL) Alkane: S... 21.116 4.1 ng/ul 1428670 5 21.422 6988920 20.0
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