LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc :

ALS Vvial : 32 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-BP062322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10813.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.210 17 21 24 rBV 91952 113174 1.29% 0.112%
2 3.481 63 67 73 rBvV2 64043 91972 1.05% 0.091%
3  3.616 87 90 103 rBV 450572 639656 7.29% 0.633%
4 3,728 105 109 114 rVvB3 42318 62322 0.71% 0.062%
5 3.787 114 119 123 rBV 49345 74225 0.85% 0.073%
6 3.846 125 129 133 rVB2 38986 57216 0.65% 0.057%
7 3.934 141 144 150 rW 38467 56093 0.64% 0.056%
8 4.157 177 182 188 rBV 186275 252643 2.88% 0.250%
9 4.304 203 207 212 rBV4 32400 55151 0.63% 0.055%
10 4.375 215 219 226 rVB3 48278 76935 0.88% 0.076%
11  4.563 247 251 260 rVV 115898 162047 1.85% 0.160%
12 4.734 271 280 290 rVB1o 23964 70433 0.80% 0.070%
13  4.934 311 314 320 rVB 37869 55605 0.63% 0.055%
14 5.175 347 355 368 rBV3 40035 109353 1.25% 0.108%
15 5.293 368 375 384 rV4 21001 56507 0.64% 0.056%
16 5.816 457 464 469 rVB3 29926 53508 0.61% 0.053%
17 6.010 488 497 501 rBV 98367 157808 1.80% 0.156%
18 6.722 615 618 620 rVW2 33907 46862 ©.53% 0.046%
19 6.757 620 624 631 rVB8 28243 66807 0.76% 0.066%
20 6.898 638 648 661 rBV 513489 913142 10.40%  0.904%
21 7.063 670 676 683 rVB 1326186 1985972 22.63% 1.965%
22 7.134 683 688 697 rVB 105080 160774 1.83% 0.159%
23 7.251 701 708 716 rBV 1252896 1990186 22.68% 1.969%
24 7.722 777 788 796 rBV 1476571 2277621 25.95% @ 2.254%
25 7.793 796 800 803 rBV2 48700 68597 0.78% 0.068%
26 7.957 822 828 838 rBv4 58349 112831 1.29% 0.112%
27 8.081 841 849 854 rBV8 24105 69896 0.80% 0.069%
28 8.269 875 881 889 rBv4 26558 62807 0.72% 0.062%
29 8.434 903 909 917 rVB 1447343 2248365 25.62% 2.225%
30 8.634 933 943 955 rVB5 47974 150948 1.72% 0.149%
31 8.751 957 963 973 rBV7 36628 116974 1.33% 0.116%
32 8.881 978 985 995 rBV 1526649 2529277 28.82% 2.503%
33  9.134 1022 1028 1037 rVB4 83600 186814 2.13% ©0.185%
34 9.228 1039 1044 1051 rBV7 39543 104948 1.20% 0.104%
35 9.292 1051 1055 1058 rvv2 45129 68328 0.78% 0.068%

36 9.334 1058 1062 1068 rVB3 56672 107092 1.22% ©.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc :

ALS Vvial : 32 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-BP062322.M
Title : SVOA CALIBRATION
37 9.434 1074 1079 1082 rBV 110352 170392 1.94% 0.169%
38 9.469 1083 1085 1090 rVB4 55464 68193 0.78% 0.067%
39 9.528 1091 1095 1101 rVB4 50729 84944 0.97% 0.084%
40 9.598 1101 1107 1115 rBV 974100 1653727 18.84% 1.636%
41  9.734 1122 1130 1134 rBV2 317630 591568 6.74% ©.585%
42 9.792 1134 1140 1146 rVV 1154346 1950381 22.22% 1.930%
43  9.869 1150 1153 1158 rVB2 64418 86554 ©0.99% 0.086%
44  9.928 1158 1163 1173 rBV9 45105 110486 1.26% 0.109%
45 10.069 1174 1187 1193 rVB7 214285 610550 6.96% 0.604%
46 10.139 1193 1199 1209 rBV 1628372 2734599 31.16% 2.706%
47 10.298 1220 1226 1236 rBV5 109740 280002 3.19% 0.277%
48 10.451 1242 1252 1257 rBV9 91525 250586 2.86% 0.248%
49 10.516 1257 1263 1269 rVV 1840511 3022747 34.44% 2.991%
50 10.575 1269 1273 1280 rVB 463409 758463 8.64% 0.751%
51 10.657 1280 1287 1301 rBV 631559 1341115 15.28% 1.327%
52 10.781 1302 1308 1314 rBV5 64019 164984 1.88% 0.163%
53 10.939 1329 1335 1344 rVB5 48934 146245 1.67% 0.145%
54 11.110 1357 1364 1370 rBV7 66970 163103 1.86% 0.161%
55 11.245 1382 1387 1391 rBV2 53631 103104 1.17% 0.102%
56 11.363 1401 1407 1413 rBV4 210562 471887 5.38% 0.467%
57 11.516 1427 1433 1438 rBV6 46529 118305 1.35% 0.117%
58 11.645 1450 1455 1460 rVB3 103819 167428 1.91% 0.166%
59 11.733 1466 1470 1479 rVB2 144491 285225 3.25% 0.282%
60 11.881 1489 1495 1502 rVB 587219 921739 10.50% 0.912%
61 11.981 1507 1512 1518 rBV 704250 1053896 12.01% 1.043%
62 12.104 1528 1533 1538 rBvV2 173681 291775 3.32% 0.289%
63 12.410 1581 1585 1589 rBV3 71463 104726 1.19% 0.104%
64 12.451 1589 1592 1603 rVB6 84193 230187 2.62% 0.228%
65 12.533 1603 1606 1610 rBV4 29964 51117 ©.58% 0.051%
66 12.586 1611 1615 1618 rBV4 55124 80406 ©0.92% 0.080%
67 12.633 1618 1623 1627 rVV2 285123 417184 4.75% 0.413%
68 12.928 1668 1673 1674 rBV3 104175 145439 1.66% 0.144%
69 12.992 1681 1684 1687 rVB3 51348 60071 0.68% 0.059%
70 13.033 1688 1691 1694 rBV2 53419 79670 0.91% 0.079%
71 13.110 1700 1704 1709 rVB 109087 167867 1.91% 0.166%
72 13.257 1724 1729 1732 rBV 443590 620184 7.07% 0.614%
73 13.292 1732 1735 1740 rVB 363282 494664 5.64% 0.490%
74 13.339 1740 1743 1747 rVB4 67412 81635 ©0.93% 0.081%
75 13.428 1755 1758 1764 rVB4 94629 142354 1.62% 0.141%

76 13.798 1815 1821 1825 rBV 2973454 3929321 44.77% 3.888%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc :

ALS Vvial : 32 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-BP062322.M

Title : SVOA CALIBRATION

77 13.927 1839 1843 1848 rBV6 93503 184980 2.11% 0.183%
78 13.980 1848 1852 1855 rBV 145162 228113 2.60% 0.226%
79 14.069 1861 1867 1875 rVB 3531086 5150195 58.68% 5.096%
80 14.198 1885 1889 1897 rBv2 129870 212934 2.43% 0.211%
81 14.310 1903 1908 1913 rVB 602070 855228 9.74%  0.846%
82 14.375 1913 1919 1928 rVB 2410032 3588242 40.88% 3.551%
83 14.592 1952 1956 1963 rVB 208154 333098 3.80% 0.330%
84 14.739 1978 1981 1985 rBvV2 83153 95468 1.09% 0.094%
85 14.933 2009 2014 2020 rBV 280348 709110 8.08% 0.702%
86 15.133 2045 2048 2051 rBV 129112 162072 1.85% 0.160%
87 15.374 2083 2089 2095 rBV 4312539 6169274 70.29% 6.105%
88 15.492 2104 2109 2114 rBV 638431 880723 10.03% 0.872%
89 15.639 2128 2134 2138 rBV4 315768 543665 6.19% 0.538%
990 16.074 2204 2208 2212 rBV 389553 575195 6.55% ©0.569%
91 17.139 2384 2389 2398 rVB 2707655 4014747 45.74%  3.973%
92 17.239 2401 2406 2417 rVB2 4450224 6310080 71.90% 6.244%
93 18.063 2542 2546 2557 rVB 1406990 1945443 22.17% 1.925%
94 18.268 2578 2581 2588 rBV 428140 532387 6.07% 0.527%
95 19.304 2754 2757 2769 rBV 905069 1228672 14.00% 1.216%
96 19.492 2784 2789 2794 rVB 5724870 7420742 84.55% 7.343%
97 20.986 3039 3043 3048 rBV 1622404 1986357 22.63% 1.966%
98 21.251 3084 3088 3098 rVB 3586770 4515504 51.45% 4.468%
99 23.474 3459 3466 3475 rVB2 4558201 8776584 100.00% 8.685%
100 23.627 3486 3492 3503 rVB2 2522298 5016007 57.15% 4.964%

Sum of corrected areas: 101054532
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 25 Jun 2022 02:18
: CG/JU
: N3374-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
BP010813.D

: 32 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

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

AU
6000000
5000000
4000000
3000000
2000000
1000000

0

TIC: BP010813.D\data.ms

3.210. 4&@%%&4@@%@@ 5793  5.88¢)10

Time-->

A - Dl A~ o A A ~
\\\\\\\\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

ADUNNSo
6000000
5000000
4000000
3000000
2000000

1000000

TIC: BP010813.D\data.ms
19.492

17.239
15.374

14.069

5.492
’.563916f74

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

AU
6000000
5000000
4000000
3000000
2000000
1000000

0

TIC: BP010813.D\data.ms

21.251 23.474

20.986 3.627

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

SFAM-EPA-BP0O6
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.157 2.22 ng/ul 252643 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 50
2 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 50
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 50
4 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 42
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 40
Abundance Scan 182 (4.157 min): BP010813.D\data.ms (-177) (-) m/z 69.05 100.00%
69.0
5000 }\
AT T
3.80 4.00 4.20 4.40
Oy 1412 207.02678 3410 43544937 /7 41.10  94.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3762: 1-Pentene, 2,3-dimethyl-
41.0
5000 L S LN BRI B B
3.80 4.00 4.20 4.40
1 m/z 43.00 65.20%
O‘\‘\‘\ "‘J\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
R R RRE
3.80 4.00 4.20 4.40
5000 m/z 55.00 45.69%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3772: 1-Pentene, 2,3-dimethyl- T e
41.0 3.80 4.00 4.20 4.40
m/z 39.00 18.93%
h A/WM
oJ“Wl’Ob'o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.734 3.91 ng/ul 591568 Naphthalene-d8 10.516

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 43
2 Cyclopentanecarboxylic acid, cyc... 168 C10H1602 1000282-76-8 43
3 3-Hexen-2-one, 5-methyl- 112 C7H120 005166-53-0 43
4 1-Heptyne, 3-ethoxy-3,4-dimethyl- 168 C11H200 054411-04-0 38
5 Bicyclo[3.1.1]heptan-3-one, 2-et... 166 C11H180 1000163-95-8 38

Abundance Scan 1130 (9.734 min): BP010813.D\data.ms (-1122) (-) m/z 43.00 100.00%

43.0
156.1 — —r
J l 9.50 10.00
o ddlllha, L1 2531 35624200 48735481 ., 69,05 76.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7238: 2(5H)-Furanone, 5,5-dimethyl-
97.0
5000 e Al
9.50 10.00
39.0 m/z 97.00 59.05%
O‘\\"\“J‘\“\ \\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
5 -
9.50 10.00
5000 m/z 41.00 50.81%
127.0
T R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7390: 3-Hexen-2-one, 5-methyl- — —
43.0 9.50 10.00
m/z 95.00 46.72%
5000 112.0 \‘JJL\
P —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.792  12.90 ng/ul 1950380  Naphthalene-d8 10.516

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 97
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 95
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 64
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 59
5 10-Undecen-1-o0l 170 C11H220 000112-43-6 47

Abundance Scan 1140 (9.792 min): BP010813.D\data.ms (-1134) (-) m/z 83.00 100.00%
83.0

5000

%

9.50 10.00
m/z 55.00 61.39%

‘l\ } H41 0 221.1280.9 354.8417.7 480.6 548.

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

Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0

O

=

5000
9.50 10.00
J m/z 81.05 39.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
o= =
9.50 10.00
5000 ITI/Z 95.00 38.13%
0[50
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)- == =
55.0 9.50 10.00
m/z 41.10 31.91%
5000
Lz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.069 4.04 ng/ul 610550 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 25
2 Bicyclo[2.2.1]heptan-2-01, 2,3,3... 154 C10H180 000465-31-6 22
3 Formamide, N,N-bis(2-cyanoethyl)- 151 C7H9N30 003445-84-9 14
4 N,N'-di-tert-Butylcarbodiimide 154 C9H18N2 000691-24-7 11
5 N,N'-di-tert-Butylcarbodiimide 154 CSH18N2 000691-24-7 11

Abundance Scan 1187 (10.069 min): BP010813.D\data.ms (-1174) (- m/z 43.00 100.00%

43.0
5000
26.1
— T \
L.
oL ilil| 20802666 3887 4401 5300 ./, 5719  69.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12943: Benzene, 1-fluoro-4-methoxy-
83.0
5000 — :
10.00
m/z 41.00 59.82%
O ’\\\A\J‘\A“\L\J\n’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
— T \
10.00
5000 ITI/Z 71.00 58.04%
136.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28674: Formamide, N,N-bis(2-cyanoethyl)- —
83.0 10.00
m/z 83.00 53.33%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.575 5.02 ng/ul 758463  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 46
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 45
3 2(5H)-Furanone, 5-(2-methyl-2-pr... 138 C8H1002 1000155-86-2 43
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35

Abundance Scan 1273 (10.575 min): BP010813.D\data.ms (-1269) (- m/z 83.00 100.00%

83.0
5000
T I
\ 1%20 10.50
Ob kbl PE7 216028113446 4152 5275\, 55 0p  68.53%

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

Abundance #29298: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
95.0

-

5000 —— ‘
10.50
m/z 95.00 53.10%
27.
i Hﬁ 0
O‘\\‘\\“‘\‘\‘\l‘\‘\h\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
T \
10.50
5000 m/z 109.00 32.55%
025.0 222.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #20004: 2(5H)-Furanone, 5-(2-methyl-2-propenyl)- ——
55.0 10.50

m/z 41.05 31.48%

5000

-

138.0
0 ‘H\‘J\JI‘ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.363 3.12 ng/ul 471887 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 43
2 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 38
3 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 38
4 3-Hexen-1-o0l, 2,5-dimethyl-, ace... 170 C10H1802 1000132-12-5 38
5 2-Butynoic acid, 4-[(tetrahydro-... 198 C10H1404 069511-49-5 35

Abundance Scan 1407 (11.363 min): BP010813.D\data.ms (-1401) (- m/z 83.05 100.00%
83.0

3

3

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

Abundance #8279: 2-Butenoic acid, 3-methyl-, methyl ester
83.0 11.00 11.50

m/z 81.05 31.58%

5000
H ‘ ‘% 50716.5 283.1 3 3.9 479.6539. 11.00 1150
o‘u‘ﬂhw“ LT 216.5 2831 355.1413.9 47965395 ./, 95 00 44.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid
83.0
5000 — ——
11.00 11.50
l m/z 69.05 42.25%
O‘\\‘J\\H‘“\l“h\\\“\’\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
— —
11.00 11.50
5000 m/z 41.05 38.64%
15.0
o) — WM
— —

5000

-

Ot ke e e e e
m/z--> 0 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\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 Phenol, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.881 6.10 ng/ul 921739 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 93
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90

Abundance Scan 1495 (11.881 min): BP010813.D\data.ms (-1489) (- m/z 135.00 100.00%
135.0

I

5000
= ‘ ‘
77.0 ‘ 11.50 12.00
Ol bbb L 1929 2819 375443824962 y/; 197,00  39.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 o =
11.50 12.00
m/z 150.05 17.68%
77.
O]‘-\S\.\O‘\“‘\A\L\ﬁ‘l\l\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0
- =
11.50 12.00
5000 ITI/Z 95.00 11.62%
41.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl- T 7
135.0 11.50 12.00
m/z 136.00 10.39%
5000
41.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.986  6.97 ng/ul 1053986 Naphthalene-ds 16.516

Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 72
3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50

1cC
21,
3 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 45
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 38
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
Abundance Scan 1512 (11.981 min): BP010813.D\data.ms (-1507) (- m/z 83.00 100.00%
83.0
m 166.1 1200
ol ldbl L [ 26713250 4203 5349 ., 5619  41.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 ]
12.00
m/z 42.10 30.93%
i
0‘\J\\\“‘Mw\\“\%ﬁp"p\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
==
12.00
5000 m/z 41.05 29.35%
015-0 141.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21258: 1,3-Cyclohexanedione, 5,5-dimethyl- —
83.0 12.00
m/z 55.00 27.76%
B ﬂwV\ﬂ\/ﬁ\AWﬂwvﬂuﬂA/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

SFAM-EPA-BP062322.M Tue Jun 28 14:22:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.633 2.33 ng/ul 417184  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(6-methyl-7-oxabicyc... 154 C9H1402 015120-94-2 23
2 Cyclohexanone, 2-(3-oxobutyl)- 168 C10H1602 026942-62-1 22
3 1,3-Cyclohexanediol, 2-methyl-2-... 217 C9H15NO5 114454-84-1 17
4 3-Azabicyclo[3.2.1]octane, 1,8,8... 153 C10OHI9N 000465-49-6 12
5 Dodecanal 184 C12H240 000112-54-9 10

Abundance Scan 1623 (12.633 min): BP010813.D\data.ms (-1618) (- m/z 43.00 100.00%

43.0
5000 153.0

——
‘ H l’ 12.50 13.00
ob i, I 220 0283.0340.2401.0 483.5541.5 m/z 153.00  37.31%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32249: Ethanone, 1-(6-methyl-7-oxabicyclo[4.1.0]hept-1
43.0
112.0

5000 ] S
12.50 13.00

m/z 41.10  33.36%

I J\ m .

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 1110
P e
12.50 13.00
5000 m/z 83.00 27.12%

168.0
o e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #95695: 1,3-Cyclohexanediol, 2-methyl-2-nitro-, monoace —— —
43.0 12.50 13.00

m/z 84.00 26.78%

5000
111.0

o II\JHMIW . 170.0

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

SFAM-EPA-BP062322.M Tue Jun 28 14:22:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.257 3.46 ng/ul 620184  Acenaphthene-di10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylhex-5-en-2-one 126 C8H140 1000424-30-3 47
2 2-Methylhept-6-en-3-one 126 C8H140 1000424-30-2 43
3 2-Butenoic acid, 2-methyl-, 2-pr... 140 C8H1202 007493-71-2 37
4 4-Hexen-2-one, 3,4-dimethyl- 126 C8H140 053252-21-4 37
5 2,3-Dimethyl-2-octene 140 C10H20 019781-18-1 37

Abundance Scan 1729 (13.257 min): BP010813.D\data.ms (-1724) (- m/z 55.00 100.00%

58.0
5000

et ~
J 140.1 13.00 13.50
Obrrdiby L 207.1267.1 34094007 4967 n/; 83.00  45.22%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13052: 3,3-Dimethylhex-5-en-2-one
55.0
5000 St i
13.00 13.50

m/z 43.00 42.06%

6.0
O\\\‘“\“\‘\l\“l[ﬁ‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

T T
13.00 13.50

5000 m/z 69.00  39.84%

126.0
o
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #21324: 2-Butenoic acid, 2-methyl-, 2-propenyl ester, (E) —— ——
55.0 13.00 13.50

m/z 86.05  29.46%

5000
125.0
\‘ il ‘ ‘ |

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.292 2.76 ng/ul 494664  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53
3 N-Cyclopropyl-p-fluorobenzylamine 165 C1OH12FN 1000250-88-9 43
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8H9NO2 000614-80-2 42
5 N-(4-tert-Butoxyphenyl)acetamide... 249 C14H19NO3 1000504-17-4 42

Abundance Scan 1735 (13.292 min): BP010813.D\data.ms (-1732) (- m/z 43.00 100.00%

43.0 109.1
5000
e i
b ot 1300 1350
bl lh TP 2819 3571 4613 5352/ 199,10 91.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0 JL
5000 - -
13.00 13.50
m/z 151.05 67.11%
‘J’ 69.0
O‘\\“\\\"A‘\\\”J\L\‘U“il\‘\“\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
— =
13.00 13.50
5000 ITI/Z 85.00 18.67%
43.0
221.0
) N T N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40446: N-Cyclopropyl-p-fluorobenzylamine — ——
109.0 13.00 13.50
m/z 41.10 17.70%
5000
43.0
o‘mw‘,‘"\"wwmJM‘m_mwWH“Hu‘m“mmm“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP062322.M Tue Jun 28 14:22:11 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 unknown-07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.310 4.77 ng/ul 855228  Acenaphthene-di10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole-4-ethanamine, 1,5-d... 139 C7H13N3 053966-45-3 22
2 1,3-Benzodioxin-4-one,4a,5-dimet... 240 C14H2403 1000197-45-5 14
3 2-Pyridinamine, 3-methyl- 108 C6H8N2 001603-40-3 11
4 2-Pyridinamine, 3-methyl- 108 C6H8N2 001603-40-3 11
5 N-(2-Propenyl)-N-(2-propynyl)-N-... 123 C8H13N 1000283-41-1 10
Abundance Scan 1908 (14.310 min): BP010813.D\data.ms (-1903) (- m/z 108.00 100.00%
108.0
43.0
5000
196.1
- T
M “ “ 14.00 14.50
0 LDy iy | 282.9341.8400.9461.1 5399 ./, 119,05  80.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20428: 1H-Imidazole-4-ethanamine, 1,5-dimethyl-
110.0
5000 — —
42 14.00 14.50
' m/z 43.00 78.30%
O"JI\ \I‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
110.0
P e
14.00 14.50
5000 m/z 111.05 55.13%
41.0
183.0
okl L2400
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6030: 2-Pyridinamine, 3-methyl- — —
108.0 14.00 14.50
m/z 95.00 49.82%
5000
SQ.T
oHJHM“M‘!""w""‘ww""wawwww — —
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\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 Hexathiane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.933 3.95 ng/ul 709110  Acenaphthene-di10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 90
4 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 39
5 2-Chloro-7-methoxynaphthalene 192 C11H9C1O0 067061-67-0 5
Abundance Scan 2014 (14.933 min): BP010813.D\data.ms (-2009) (- m/z 63.90 100.00%
63.9
191.8
5000
127.9 >
’ ‘ 15.00
Ol ey ek 283:1 856.8 424.2484.2 547, /7 191,80 55.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67525: Hexathiane
192.0
64.0
5000 T
128.0 15.00
m/z 127.90  20.32%
O\\\‘\J\\\"\\l\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
64.0 192.0
——
15.00
5000 128.0 m/z 193.80  15.34%
Ol b el e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67523: Hexathiane —
64.0 192.0 15.00
m/z 65.90 11.05%
5000
128.0
o+t o
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 unknown-08 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.639 3.03 ng/ul 543665 Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-diethylaminoeth... 199 C10H17NO3 1000331-35-5 22
2 N-acetyl-N-isopropyl-3,4-methyle... 263 C15H21NO3 1000378-92-2 22
3 Diallate (isomer 2) 269 C10H17C12NOS  1000485-62-3 22
4 N-Formylmethamphetamine 177 C11H15NO 042932-20-7 15

5 4-Amino-3-chloro-N-[2-(diethylam... 341 C16H28CIN30Si 1000500-65-7 14

Abundance Scan 2134 (15.639 min): BP010813.D\data.ms (-2128) (- m/z 86.00 100.00%

86.0
5000
178.1

‘ ‘ ‘ 1550 16.00
0 I dt - 2711 35504161 486.8 549, 127.00  70.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74600: Carbonic acid, 2-diethylaminoethyl propargyl est
86.0
5000
15 50 16 00

119.05 42.09%

28.0 ‘ 184.0
O‘\\\\"‘\\l\‘\“\\‘\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
86.0

162.0 15 50 16 00
5000 ' ITI/Z 41.10 38.16%
0 220.0
R e R R o e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158856: Diallate (isomer 2) —— —
86.0 15.50 16.00
m/z 71.00 35.10%
5000
234.0
L H 52 0 ‘1
o_m,mWH‘_m_m‘mWm_m‘w‘mwm_ —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 2(3H)-Benzothiazolone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.074 2.87 ng/ul 575195  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 93
3 t-Butylhydroquinone 166 C10H1402 001948-33-0 52
4 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 52
5 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 49

Abundance Scan 2208 (16.074 min): BP010813.D\data.ms (-2204) (- m/z 151.00 100.00%
151.0

-

5000
U \
69.0 16.00
o_‘u\“‘fw‘ﬂ“&':J‘waJw 12101 282.9 350.8 4152476.6534.5 1/, 96.00  72.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28644: 2(3H)-Benzothiazolone
151.0
5000 7 :
16.00
m/z 123.00 58.45%
69.0
O‘\\\"\“”\h‘\“u“‘u“u T T T T T T T[T T T[T T T T[T T T [T T[T T T T[T TTT T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
T
16.00
5000 ITI/Z 69.00 15.17%
" «/\/WMJ\W/W»\/
O P T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41102: t-Butylhydroquinone ——
151.0 16.00
m/z 122.00 12.04%
- MNWAMWNmW/KMMWWWJWMN
41.0
Y YT I S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
BP010813.D

Jun 2022 02:18

: CG/IU
: N3374-06

. 32

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.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 16 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.063 9.69 ng/ul 1945440  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

Abundance Scan 2546 (18.063 min): BP010813.D\data.ms (-2542) (-
73.0

m/z 73.00 100.00%

%

5000
2132
M 18.00
o MLERO), |, po1o 3507 4288 5319 W, co00 85,15
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T \
18.00
m‘ 213.0 m/z 43.10 84.75%
O‘\\\\“‘ \\i“\h\“\\"l\\‘\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
T T
256.0 18.00
5000 ITI/Z 57.10 74.91%
157.0
O S e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T ‘
3
43.0 256.0 18.00
m/z 55.05 68.86%
5000
129.0
0“J‘H Mm““'ﬂ}?ﬂb‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.268 2.65 ng/ul 532387 Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 91
2 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25NO2 021061-90-5 90
3 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 72
4 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64
5 3-Deazaadenine, 2TMS 278 C12H22N4Si2 1010499-65-9 64

Abundance Scan 2581 (18.268 min): BP010813.D\data.ms (-2578) (- m/z 263.15 100.00%
2

63.1
5000
57.1

147.1 T
18.00 18.50

bbbt #“L“‘v AR ‘ 29514151 4889  nm/z 57.10  36.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 — i
18.00 18.50

57.0 m/z 278.10  20.87%

147.0
‘\\\\L‘“\\l\\‘“\‘\I\‘\h“‘\‘\%‘\()‘?*OWH‘\\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
1900 263.0

T
18.00 18.50

o

5000 124.0 m/z 264.10 17.16%
55.0
Ol o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170511: 5-(2,3-Difluorophenyl)-2-pyridinamine, TMS = R
263.0 18.00 18.50

m/z 147.05 16.99%

o MAMM,mmwwﬁhmwv%va¢m
7

7.0
50, | 002050 |
5.0 e 2950 L e -

7 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.304 5.44 ng/ul 1228670  Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2757 (19.304 min): BP010813.D\data.ms (-2754) (- m/z 73.00 100.00%

5000 NL
183 2841 00 1950
‘\ H\ I l | 357.0 429.0488.9549 19.00 19:50
0 bt ‘H‘Jc‘p“u‘_m‘uHuw‘“‘:Hw;‘f‘m‘-ﬁf‘_-’ m/z 43.05 93.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 - ——
19.00 19.50
H 1850 284.0 m/z 60.00 83.69%
O‘\\"\U""\Il\"‘\“\h\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— e
19.00 19.50
5000 284.0 m/z 57.85  78.28%
185.0
O L Bt
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.10  74.12%
5000 1290
284.0
o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.986 8.80 ng/ul 1986360  Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
3 1-Tetracosene 336 (C24H48 010192-32-2 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 3043 (20.986 min): BP010813.D\data.ms (-3039) (- m/z 57.05 100.00%
1.0
2000 /JL/\
5.1 —
‘ |||, 2070 2801 2190
ofrbhblLi1y,, 2070 28013440 4159 5030 /7 55.05 95.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol
55.0
5000 T
21.00
5.0 m/z 83.05 94.31%
O‘{‘\JA"']-QGOZGGO“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
—
21.00
5000 m/z 43.10 85.13%
125.0
0 196.0 280.0
e e e T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene —
43.0 21.00
m/z 97.10 80.92%
111.0
5000
o.HJn,lm?-O?»%-‘o‘ -~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010813.D

Acqg On : 25 Jun 2022 02:18
Operator : CG/JU

Sample : N3374-06

Misc :

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.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|
(DEL) Alkane: S... 4.157 2.2 ng/ul 252643 1 7.722 2277620 20.0
unknown-01 9.734 3.9 ng/ul 591568 2 10.516 3022750 20.0
Bicyclo[3.1.1]h... 9.792 12.9 ng/ul 1950380 2 10.516 3022750 20.0
unknown-02 10.069 4.0 ng/ul 610550 2 10.516 3022750 20.0
unknown-03 10.575 5.0 ng/ul 758463 2 10.516 3022750 20.0
unknown-04 11.363 3.1 ng/ul 471887 2 10.516 3022750 20.0
Phenol, p-tert-... 11.881 6.1 ng/ul 921739 2 10.516 3022750 20.0
Cyclohexanone, ... 11.980 7.0 ng/ul 1053900 2 10.516 3022750 20.0
unknown-05 12.633 2.3 ng/ul 417184 3 14.374 3588240 20.0
unknown-06 13.257 3.5 ng/ul 620184 3 14.374 3588240 20.0
2,4,7,9-Tetrame... 13.292 2.8 ng/ul 494664 3 14.374 3588240 20.0
unknown-07 14.310 4.8 ng/ul 855228 3 14.374 3588240 20.0
Hexathiane 14.933 4.0 ng/ul 709110 3 14.374 3588240 20.0
unknown-08 15.639 3.0 ng/ul 543665 3 14.374 3588240 20.0
2(3H)-Benzothia... 16.074 2.9 ng/ul 575195 4 17.139 4014750 20.0
n-Hexadecanoic ... 18.063 9.7 ng/ul 1945440 4 17.139 4014750 20.0
3,5-di-tert-But... 18.268 2.6 ng/ul 532387 4 17.139 4014750 20.0
Octadecanoic acid 19.304 5.4 ng/ul 1228670 5 21.251 4515500 20.0
1-Heneicosanol 20.986 8.8 ng/ul 1986360 5 21.251 4515500 20.0
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