LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc :

ALS vial : 8 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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16324.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.564 60 64 77 rVB 23228 39302 1.64% 0.160%
2 3.711 84 89 95 rBvV2 78850 176165 7.33% 0.718%
3 3.770 95 99 105 rVv2 129784 233516 9.72% 0.952%
4 3.823 105 108 113 rVW 152261 231440 9.64% 0.943%
5 3.870 113 116 119 rWwV 38005 59067 2.46% 0.241%
6 3.899 119 121 125 rW 26862 35224 1.47% 0.144%
7 3.964 129 132 138 rVB3 22400 30691 1.28% 0.125%
8 4.046 138 146 157 rBV2 169407 476466 19.84% 1.942%
9 4,228 173 177 181 rBV 124067 202887 8.45% 0.827%
10 4.276 181 185 200 rVB 290984 475893 19.81% 1.940%
11  4.434 207 212 218 rBV 72351 123714 5.15% 0.504%
12 4.570 230 235 237 rBV 34068 48808 2.03% 0.199%
13 4.617 237 243 250 rVW 508622 851178 35.44%  3.469%
14 4.681 250 254 255 rVW 180572 233613 9.73% 0.952%
15 4.705 255 258 267 rVB2 232635 370846 15.44% 1.512%
16 4.846 279 282 286 rVB5 17758 23076 0.96% 0.094%
17 4.987 301 306 311 rBV 17503 26890 1.12% 0.110%
18 5.128 326 330 337 rBV3 20670 44848 1.87% 0.183%
19 5.352 363 368 375 rVB8 10612 18888 0.79% 0.077%
20 5.822 442 448 453 rBV4 55894 118441 4.93% 0.483%
21 5.970 471 473 486 rVB5 15624 34818 1.45% 0.142%
22 6.170 500 507 513 rVv8 9124 23720 0.99% 0.097%
23 6.240 513 519 529 rVv4 51817 145941 6.08%  0.595%
24  6.334 529 535 541 rVB5 14089 34414 1.43% 0.140%
25 6.593 573 579 588 rBV 60442 140414 5.85% 0.572%
26 6.693 592 596 600 rVV3 19693 29113 1.21% 0.119%
27 6.775 606 610 616 rVB 29659 50341 2.10% 0.205%
28 6.958 635 641 646 rBV3 10661 18924 0.79% 0.077%
29 7.146 666 673 674 rBvV 44050 63227 2.63% 0.258%
30 7.181 674 679 693 rV4 67874 306722 12.77% 1.250%
31 7.293 693 698 710 rVW 106921 289032 12.03% 1.178%
32 7.375 710 712 721 rVB4 17970 34011 1.42% 0.139%
33 7.505 728 734 748 rBV 119567 302327 12.59% 1.232%
34 7.722 762 771 775 rBV8 22189 64356 2.68% 0.262%
35 7.952 804 810 827 rVV 209310 549754 22.89%  2.241%
36 8.087 827 833 838 rW 46561 82259  3.42% 0©.335%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc :

ALS vial : 8 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-BP071223.MA.M
Title : SVOA CALIBRATION
37 8.169 841 847 856 rW2 67907 129608 5.40% 0.528%
38 8.275 859 865 876 rvw4 36675 89403 3.72% 0.364%
39 8.640 921 927 934 rVB6 6892 18564 0.77% 0.076%
40 8.787 942 952 956 rBv7 19452 50966 2.12% 0.208%
41 8.863 958 965 978 rVVW3 41577 153861 6.41% 0.627%
42 9.016 987 991 999 rVB 18866 38880 1.62% 0.158%
43 9.181 1013 1019 1032 rBv2 93358 329004 13.70% 1.341%
44  9.369 1048 1051 1060 rVV3 11484 23717 0.99% 0.097%
45  9.446 1060 1064 1068 rVv2 21955 40614 1.69% 0.166%
46 9.487 1068 1071 1078 rVB3 29735 47989 2.00% 0.196%
47  9.563 1079 1084 1093 rVB8 11171 28722 1.20% 0.117%
48 9.681 1099 1104 1115 rVB8 10748 25341 1.06% ©0.103%
49 9.840 1126 1131 1137 rVB2 14232 24717 1.03% 0.101%
50 9.922 1137 1145 1147 rBV3 54878 117557 4.89% 0.479%
51 10.093 1169 1174 1181 rVV4 36084 65499 2.73% 0.267%
52 10.352 1213 1218 1222 rBV5 14730 27838 1.16% 0.113%
53 10.440 1228 1233 1241 rVB4 18308 40175 1.67% 0.164%
54 10.552 1241 1252 1253 rBV6 49187 104976 4.37% 0.428%
55 10.610 1259 1262 1272 rVB2 57644 117017 4.87% 0.477%
56 10.775 1283 1290 1315 rBV 321873 896551 37.33%  3.654%
57 10.952 1315 1320 1330 rVB2 29143 60143 2.50% 0.245%
58 11.157 1346 1355 1358 rBV6 32743 79625 3.32% 0.325%
59 11.199 1359 1362 1369 rVB2 30331 54997 2.29% 0.224%
60 11.399 1391 1396 1399 rW 47939 80882 3.37% 0.330%
61 11.428 1399 1401 1408 rVB 50969 77471  3.23% 0.316%
62 11.516 1408 1416 1421 rBV2 51854 111554 4.64% 0.455%
63 11.599 1426 1430 1439 rVV3 24339 50635 2.11% 0.206%
64 11.669 1439 1442 1449 rVB4 12262 20877 ©0.87% 0.085%
65 11.963 1486 1492 1496 rBV5 9674 20669 0.86% 0.084%
66 12.210 1529 1534 1538 rBV6 17060 34619 1.44% 0.141%
67 12.434 1566 1572 1577 rBV1e 12060 28100 1.17% ©.115%
68 12.493 1578 1582 1589 rVB4 18400 30573 1.27% 0.125%
69 12.646 1602 1608 1614 rBV4 16985 33428 1.39% 0.136%
70 12.834 1634 1640 1649 rVB3 25847 55078 2.29% 0.224%
71 12.981 1653 1665 1669 rBvV3 30803 64885 2.70%  0.264%
72 13.028 1669 1673 1679 rVB4 27162 51061 2.13% 0.208%
73 13.410 1733 1738 1746 rBV9 7882 18169 0.76% 0.074%
74 14.034 1838 1844 1865 rVV 387527 911152 37.93% 3.714%
75 14.304 1882 1890 1907 rBV2 473569 896357 37.32% 3.654%

76 14.604 1934 1941 1958 rBV 748209 1342362 55.89% 5.471%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc :

ALS vial : 8 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-BP071223.MA.M
Title : SVOA CALIBRATION
77 14.828 1974 1979 1985 rBV3 18716 29278 1.22% 0.119%
78 15.040 2007 2015 2032 rBV5 68446 303207 12.62% 1.236%
79 15.616 2106 2113 2131 rBV 607611 1343887 55.95% 5.478%
80 15.845 2144 2152 2154 rBV5 57755 122505 5.10% 0.499%
81 15.998 2172 2178 2188 rVB 110568 208835 8.69% 0.851%
82 16.422 2245 2250 2255 rBV8 11741 20039 0.83% 0.082%
83 16.540 2267 2270 2276 rBV5 13544 25396 1.06% 0.104%
84 17.257 2387 2392 2396 rBv4 12351 24433 1.02% 0.100%
85 17.375 2405 2412 2425 rBV 992505 1771044 73.73% 7.219%
86 17.487 2425 2431 2449 rVB 389955 966573 40.24% 3.940%
87 18.228 2552 2557 2567 rBV 212433 407658 16.97% 1.662%
88 18.816 2651 2657 2665 rBv9 30541 102124 4.25% 0.416%
89 19.045 2693 2696 2698 rBV 19575 20912 0.87% 0.085%
90 19.398 2753 2756 2762 rVB 76180 105865 4.41% 0.431%
91 19.457 2762 2766 2778 rBV 117918 206725 8.61% 0.843%
92 19.710 2804 2809 2826 rBV 516772 1003008 41.76% 4.088%
93 20.657 2968 2970 2974 rBV3 38015 40173 1.67% 0.164%
94 20.875 3003 3007 3010 rBV 154794 173744 7.23% 0.708%
95 21.116 3045 3048 3051 rBV2 71116 84972  3.54%  0.346%
96 21.322 3080 3083 3089 rVB2 141987 184482 7.68% 0.752%
97 21.469 3103 3108 3120 rBV 1334490 2401949 100.00% 9.790%
98 22.016 3199 3201 3205 rVB 156514 167281 6.96% 0.682%
99 23.092 3380 3384 3393 rVB 236184 368525 15.34% 1.502%
100 23.957 3525 3531 3547 rVB 782930 2067618 86.08% 8.427%

Sum of corrected areas: 24534195
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP016324.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 10.775

7.952

5 9285 ST a7 722 80AMYS , oy 5713 hermra 190RAG U0 s ERHER o

0\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 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: BP016324.D\data.ms

1600000

200000

1400000

1200000

17.375
1000000

800000 14.604

15.616 19.710

600000 14.304

14.034

400000
200000 5,998
953 2104482639828, 3 410 48280 55 1616840  17.2

e “““““

Time--> 1200 12.50 1300 13.50 1400 14.50 1500 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP016324.D\data.ms
21.469

1600000

1400000
23.957

1200000
1000000
800000 23.092

22.016
600000 21.32

400000] 20-87B.11

D.657|
200000

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP@16324.D

Acqg On : 19 Jul 2023 14:47

Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.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 1 2H-Pyran, 2,2'-[1,10-decane... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

3.770  8.50 ng/ul 233516  1,4-Dichlorobenzene-dd 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Pyran, 2,2'-[1,10-decanediylb... 342 C20H3804 056599-49-6 64
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 53
3 Oxalic acid, decyl isohexyl ester 314 C18H3404 1000309-33-3 50
4 Piperazine, 1-(4-bromobenzenesul... 304 C1OH13BrN202S 1000303-72-6 50
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 47

Abundance  Scan 99 (3.770 min): BP016324.D\data.ms (-95) (-) m/z 85.00 100.00%
85.0
5000 M
R EEaEE R N
H d N 29102809 3551 ‘ 3.40 3.60 3.80 4.00
ob—Mlhhi] 1488 22102809 3551 4288490.1548)  n/; a1.e0 42.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251261: 2H-Pyran, 2,2'-[1,10-decanediylbis(oxy)]bis[tetr
85.0
5000 LN L L B I B L L R
b7 3.40 3.60 3.80 4.00
T m/z 56.00  30.04%
O\\J\H\{I‘IJ\I\IJ\“"‘\\\]-\5‘\7.\0\\‘\\\2f5‘17.\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1738: 2-Pyrrolidinone
85.0
R e e R AR
3.40 3.60 3.80 4.00
5000 ITI/Z 55.00 27 .60%
28‘.
o‘u‘ﬂuwh""""_m_m‘w_m,w_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217095: Oxalic acid, decyl isohexyl ester R e ARER
85.0 3.40 3.60 3.80 4.00
m/z 84.00 27.26%
5000
185.0
ozﬁw“.\u’m‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.823 8.42 ng/ul 231440 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 50
2 2-(Bromomethyl)acrylic acid 164 C4H5Bro2 072707-66-5 40
3 Methacrylamide 85 C4H7NO 000079-39-0 25
4 Sulfurous acid, isohexyl 2-propy... 208 C9H2003S 1000309-11-6 23
5 n-Butyl nitrite 103 C4H9NO2 000544-16-1 10
Abundance Scan 108 (3.823 min): BP016324.D\data.ms (-105) (-) m/z 85.00 100.00%
85.0
o M
P R
\ 3.40 3.60 3.80 4.00 4.20
ol 2908 283.0342.1 4148 5024 n/z 41.e0  89.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
85.0
5000 [T T[T T[T rrrr[rrl

3.40 3.60 3.80 4.00 4.20
m/z 43.00 62.37%

A
O‘\\#J

[1!‘1!‘\\\\‘\\\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\

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

-

Abundance #39881: 2-(Bromomethyl)acrylic acid
85.0
R RARERRERE
3.40 3.60 3.80 4.00 4.20
5000 ITI/Z 39.00 41.42%
166.0
264
Ottt e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1732: Methacrylamide R
41.0 3.40 3.60 3.80 4.00 4.20
m/z 59.95 26.23%
ottt e e e e R

m/z--> 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\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 unknown-01 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
3870 2.15 ngul 50067  1,4-Dichlorobenzene-d4  7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine so cHsN3 000113-00-8

1000187-67-9
1000214-70-5

2 2-Hydroxy-2-methyl-4-methylthioh... 188 C9H1602S
3 N-Acetyl-d-threo-0-methylthreonine 175 C7H13NO4

O

4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 9
5 Ethane, (chloromethoxy)- 94 C3H7C10 003188-13-4 5
Abundance Scan 116 (3.870 min): BP016324.D\data.ms (-113) (-) m/z 59.00 100.00%

59.0
- MNL
TR T
209.1 3.60 3.80 4.00 4.20
b diby | 14902090 280.9340.9 414947555383 ./, 43,00  61.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298: Guanidine
59.0
5000 L L L L L L BRI B
3.60 3.80 4.00 4.20
m/z 57.00 15.39%
0\"\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63317: 2-Hydroxy-2-methyl-4-methylthiohept-6-en-3-one
59.0
COTY
3.60 3.80 4.00 4.20
5000 ITI/Z 86.90 10.45%
130.0
obbblil | 1am0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50267: N-Acetyl-d-threo-O-methylthreonine R e RS
59.0 3.60 3.80 4.00 4.20
m/z 70.95 4.78%
5000
ol orse
m/z--> 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\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Prenol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.046 17.33 ng/ul 476466  1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 93
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 87
3 Prenol 86 C5H100 000556-82-1 64
4 Prenol 86 C5H100 000556-82-1 38
5 Prenol 86 C5H100 000556-82-1 37

Abundance Scan 146 (4.046 min): BP016324.D\data.ms (-138) (-)
71.0

m/z 70.95 100.00%

N

5000
e AR AN R
3.80 4.00 4.20 4.40
ol u“““‘v" 41328 2089 28063421 4311 5094 n/z 41.00  68.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 L LA BRI B L
3.80 4.00 4.20 4.40
‘ m/z 43.00 49.53%
O‘\\m\”‘“\J‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
A RRAREeaE
3.80 4.00 4.20 4.40
5000 m/z 39.00 42.63%
OWH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1911: Preno

71.0 3.80 4.00 4.20 4.40
m/z 53.00 38.20%

5000

=~

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\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 2-Butenal, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.228 7.38 ng/ul 202887 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 90
2 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 62
3 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 58
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 58
5 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 53
Abundance Scan 177 (4.228 min): BP016324.D\data.ms (-173) (-) m/z 83.95 100.00%
84.0
o LJL
 AAARmaEEEEE
N 208.8 4.00 4.20 4.40 4.60
Ol L 146920082688 342.84009464.65262 /7 55,00  79.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 L L L L LN B
4.00 4.20 4.40 4.60
m/z 38.95 67.79%
O‘\\\‘\I“\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1595: 2-Butenal, 2-methyl-
55.0
e R AERS RS
4.00 4.20 4.40 4.60
5000 m/z 41.00 56.95%
o't v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1626: 2-Butenal, 2-methyl-, (E)- R RBRRREEN TRt
55.0 4.00 4.20 4.40 4.60
m/z 83.00 48.58%
- MNJL
o‘uhw‘m‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:23 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,276 17.31 ng/ul 475893  1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentyn-3-0l, 3,4-dimethyl- 112 C7H120 001482-15-1 45
2 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 43
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 40
4 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 39
5 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 38

Abundance Scan 185 (4.276 min): BP016324.D\data.ms (-181) (-)
69.0

m/z 69.00 100.00%

5000

=

4.00 4.20 4.40 4.60
Ol 138:9193.0252.7 3269 414947585389  n/7 41.e0 95.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7438: 1-Pentyn-3-ol, 3,4-dimethyl-
69.0
5000 L L B BN LR
4.00 4.20 4.40 4.60
m/z 43.00 52.90%
ol i

L B DL L R A B B R B I L B R R I B

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

-

Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
R e S AR
4.00 4.20 4.40 4.60
5000 ITI/Z 55.00 28.48%
olhm’\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3782: 1-Pentene, 3,3-dimethyl- e R
69.0 4.00 4.20 4.40 4.60
m/z 39.00 16.32%
) M/J\J\
o“ ‘{”u "‘\mwH,mwHH‘mwwm_wmw G T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 3-Hexen-1-o0l, (E)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.434 4.50 ng/ul 123714  1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 52
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 50
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 46
4 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 40
5 3-Hexen-1-o0l 100 C6H120 000544-12-7 38

Abundance Scan 212 (4.434 min): BP016324.D\data.ms (-207) (-) m/z 41.00 100.00%
41.0
RSB EEREE SRR
1‘00 0 4.20 4.40 4.60 4.80
ol Ai200 2089 294.9356.04180476.35351 1/, 79.05  43.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4290: 3-Hexen-1-ol, (E)-
41.0
5000 LU L L L L R
4.20 4.40 4.60 4.80
m/z 68.95 40.66%
O‘\\V\‘ ‘”f\‘f\oio\.\o\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
4.20 4.40 4.60 4.80
5000 ITI/Z 67.00 40.52%
AL h oo
R e e R R RARAREREEES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4300: 3-Hexen-1-ol, (Z)- R EaEe e A RAREREEEe
41.0 4.20 4.40 4.60 4.80
m/z 55.00 40.28%
- A_NLLAM
OI'JM,,‘ N Ra A ARAEaR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:25 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 2-Pentanol, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.617 30.97 ng/ul 851178 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 64
2 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 53
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 53
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 50
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 45
Abundance Scan 243 (4.617 min): BP016324.D\data.ms (-237) (-) m/z 45.00 100.00%

45.0

%

5000
R ARRAmeT R
J 070 4.20 4.40 4.60 4.80 5.00
ol s 3070 2089 281.9 355.0416.0474.75342 ./, 43,00  24.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 I R LB B R
4.20 4.40 4.60 4.80 5.00
m/z 41.00 24.24%
O‘\‘\h\‘\“”\‘\\“\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2327: Formic acid, 1-methylethyl ester
45.0
R NI &
4.20 4.40 4.60 4.80 5.00
5000 m/z 39.00 12.48%
oh e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol A ma s ek
45.0 4.20 4.40 4.60 4.80 5.00
m/z 69.00 10.59%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:26 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 unknown-03 Concentration Rank 5

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

4.681 8.50 ng/ul 233613 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol 88 C5H120 000584-02-1 9

2 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

3 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 9
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9
Abundance Scan 254 (4.681 min): BP016324.D\data.ms (-250) (-) m/z 59.00 100.00%

59.0
5000

4.40 4.60 4.80 5.00

5000

bl 4171 207.0267.0 341.0 415.2 4888547( ./, 43 99  39.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2357: 3-Pentanol
59.0
5000 L L R B L LA LR
4.40 4.60 4.80 5.00
m/z 41.00 13.61%
O\\”\Jh‘“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #982: Propane, 2-methoxy-
59.0
R Aamanaas s e
4.40 4.60 4.80 5.00
5000 m/z 71.00 10.43%
oHM S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4432: Oxirane, 3-ethyl-2,2-dimethyl- T T R

59.0

4.40 4.60 4.80 5.00

m/z 89.00 5.02%

—

m/z-->

il

50 100 150 200 250 300 350 400 450 500 550

4.40 4.60 4.80 5.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.705 13.49 ng/ul 370846 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 64
2 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 47
3 2-Propenoic acid, 2-methyl-, 2-p... 126 C7H1002 000096-05-9 43
4 2-Propenamide, N-(2-hydroxyethyl... 129 C6H11NO2 005238-56-2 43
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
Abundance Scan 258 (4.705 min): BP016324.D\data.ms (-255) (-) m/z 41.00 100.00%
41.0

5000

N

4.40 4.60 4.80 5.00

02069 280.9340.9400.9 475.1 538. )
Ol 149.0206.9 280934094009 47515384 /7 69.00  96.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3772: 1-Pentene, 2,3-dimethyl-

N
=
o

5000 T T T T T T[T
4.40 4.60 4.80 5.00
‘ m/z 39.00 40.24%
O‘\J\‘\lfJ‘\J%%.9\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19445: 1,6-Octadiene, 2,7-dimethyl-
69.0
AR L RRRSERR oL
4.40 4.60 4.80 5.00
5000 m/z 53.00 8.82%
ob bl 1380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #12831: 2-Propenoic acid, 2-methyl-, 2-propenyl ester e R
69.0 4.40 4.60 4.80 5.00

m/z 70.00 8.74%

5000

=

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

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:28 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 1-Propene, 1-chloro-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
5.822 4.31 ng/ul 118441 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 1l-chloro-2-methyl- 90 C4H7C1 000513-37-1 72
2 2-Methyl-3,4-epoxy-1-butene 84 C5H80 1000432-31-7 64
3 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 43
4 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 43
5 1-Propene, 1-chloro-2-methyl- 90 C4H7C1 000513-37-1 30
Abundance Scan 448 (5.822 min): BP016324.D\data.ms (-442) (-) m/z 70.00 100.00%
70.0
P T
‘mm” \ 1482 221.1280.9 355.1 5.40 5.60 5.80 6.00 6.20
ol Aillll, 1482 22112809 35514153 4838545« 1/, 55.0p  93.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2654: 1-Propene, 1-chloro-2-methyl-
55.0
5000 N L B R R
5.40 5.60 5.80 6.00 6.20
‘ m/z 39.00 90.89%
O‘\\‘f’JF\L\‘J\\I’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1627: 2-Methyl-3,4-epoxy-1-butene
39.0
R R ERERRERE
5.40 5.60 5.80 6.00 6.20
5000 m/z 90.00 80.07%
O‘H‘\l ‘!w\H,‘m‘mWm‘mw‘m‘uH‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2648 2-Butene, 2-chloro- R RAARARE
55.0 5.40 5.60 5.80 6.00 6.20
m/z 53.00 69.35%
) m
o“uM, oot bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:29 2023

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 2-Buten-1-o0l, 3-methyl-, ac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

6.240  5.31 ng/ul 145041 1,4-Dichlorobenzene-dd 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Buten-1-0l, 3-methyl-, acetate 128 C7H1202
-Buten-1-0l, 3-methyl-, acetate 128 C7H1202
-Buten-1-0l, 3-methyl-, acetate 128 C7H1202

uih wNnPE
A ERERNMNNMNDN

001191-16-8 64
001191-16-8 64
001191-16-8 64

,3-Pentadiene 68 C5H8 000504-60-9 47
-Penten-1-0l1, trifluoroacetate 182 C7H9F302 1000365-57-8 47
Abundance Scan 519 (6.240 min): BP016324.D\data.ms (-513) (-) m/z 43.00 100.00%
AR R R RRRRE R
“ }i 129.2  221.9281.9340.9 6.096:20 640 5.60
ol Al 2292  221.923.03909 4291 5372 w/z 4l.00  72.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14092: 2-Buten-1-ol, 3-methyl-, acetate
68.0
5000 LA B B I IR B
6.00 6.20 6.40 6.60
m/z 68.00 62.80%
O‘\\\‘\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14090: 2-Buten-1-ol, 3-methyl-, acetate
43.0
6.00 6.20 6.40 6.60
5000 m/z 66.95 60.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14088: 2-Buten-1-ol, 3-methyl-, acetate R AR RN
68.0 6.00 6.20 6.40 6.60
m/z 69.00 43.02%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 2-Cyclohexen-1-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.593 5.11 ng/ul 140414  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 87
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 87
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 87
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 83
5 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 53
Abundance Scan 579 (6.593 min): BP016324.D\data.ms (-573) (-) m/z 67.95 100.00%

68.0

—

5000
‘129 0 6.20 6.40 6.60 6.80 7.00
Ol o (5570 2071 294.9357.44152 487.6546(  y/; 39.00  27.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 I L L B R
6.20 6.40 6.60 6.80 7.00
m/z 95.95 26.50%
O‘\\‘\‘\l‘ﬂ\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3150: 2-Cyclohexen-1-one
68.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 39.95 17 .44%
OALM',,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3151: 2-Cyclohexen-1-one R AR RREE
68.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 10.07%
h JW/&WMWNWﬁMmJMVWMWM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Ethane, isocyanato- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.722 2.34 ng/ul 64356 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, isocyanato- 71 C3H5NO 000109-90-0 64
2 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 64
3 Oxirane, propyl- 86 C5H100 001003-14-1 50
4 3-Penten-2-ol 86 C5H100 001569-50-2 46
5 Tetrahydrofurfuryl propionate 158 C8H1403 000637-65-0 43
Abundance Scan 771 (7.722 min): BP016324.D\data.ms (-762) (-) m/z 41.00 100.00%
41.0
20 W\M
R RRRREE
3\02-0 206.3266.8 3411 7.40 7.60 7.80 8.00
0 i SRS S 4198 4937 m/z 71.e0  77.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #682: Ethane, isocyanato-
56.0
5000 UL L B R I R B |
7.40 7.60 7.80 8.00
m/z 55.95 68.59%
O\\l\‘““\f‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7919: Ethanamine, N-pentylidene-
56.0
R ARRRAsasEE
7.40 7.60 7.80 8.00
5000 m/z 39.00 66.54%
113.0
O e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1951: Oxirane, propyl- T aaE e RRAEEE
41.0 7.40 7.60 7.80 8.00
m/z 69.00 56.47%
- \/M
0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP071223.MA.M Thu Jul 20 11:01:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 1-(Trimethylsilyl)-1-propyne Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.087 2.99 ng/ul 82259 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 72
2 2-(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 64
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 56
5 4-Hepten-3-one, 2,6-dimethyl- 140 CS9H160 056259-14-4 50

Abundance Scan 833 (8.087 min): BP016324.D\data.ms (-827) (-) m/z 97.00 100.00%

97.0

;

5000
AR RARERRARZEE
3% | ’ 2811 7.80 8.00 8.20 8.40
ol ik || 159022302811 355141584758 549. ./, 55,00  41.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7174: 1-(Trimethylsilyl)-1-propyne
97.0
5000 L B I B L AL B
7.80 8.00 8.20 8.40
m/z 43.00 24.99%
0‘\2\9‘\.9‘1\1‘\“\“\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7126: 2-(Diethylamino)acetonitrile
97.0
T
7.80 8.00 8.20 8.40
5000 m/z 41.00 21.62%
29.0
0‘MW4AWMWJH“H‘w“H“H‘_“W‘H“H“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-  EAREmEEEE e
97.0 7.80 8.00 8.20 8.40
m/z 112.05 19.19%
5000
37.
0“WHWHMM“H"H“_‘“_“W“H“H“H“‘H“_“W‘ e AURRmaE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 1H-Pyrazole, 4,5-dihydro-3,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.169 4.72 ng/ul 129608 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
2 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 64
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 59
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 50
5 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 50
Abundance Scan 847 (8.169 min): BP016324.D\data.ms (-841) (-) m/z 97.05 100.00%
97.0

5000

;

SR SV
Eﬁ) J\ ‘ 7.80 8.00 8.20 8.40
U 156.2 22182831 3560 429.9 5352 . 5c pp  37.67%

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

Abundance #7156: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97.0

O

%

5000 L LN NN BN BN R B
7.80 8.00 8.20 8.40
j m/z 43.00 23.43%
O ‘ TTT \h’“\ ‘1 % T ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
97.0

7.80 8.00 8.20 8.40
5000 m/z 41.00 22.67%

ﬂh )

S

o"H‘,w_‘H_‘H_m_m_Hww_m‘www

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl- e EARaEES S

97.0 7.80 8.00 8.20 8.40
m/z 69.00 20.81%
5000
390

o_"uu,'ﬂ‘\:wm_m‘HH‘mWHWm_mwwm_ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 17 3-Heptyl formate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.275 3.25 ng/ul 89403 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyl formate 144 C8H1602 1000368-76-5 59
2 3-Heptanol 116 C7H160 000589-82-2 50
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 38

4 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 32
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 27

Abundance Scan 865 (8.275 min): BP016324.D\data.ms (-859) (-) m/z 59.00 100.00%

59.0

-

5000
18.008208.408.60
33.8 207.0 355.1 . : : : :
or ML 2070 20503551 4201 187 7o 06 gg.oew
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24065: 3-Heptyl formate
69.0
5000 m/\\\\/\\\‘uu’uu‘uu‘uu
8.00 8.20 8.40 8.60
” m/z 69.00  88.35%
O!”\ \“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9453: 3-Heptanol
59.0
R R
8.00 8.20 8.40 8.60
5000 ITI/Z 41.00 59.99%
o_‘”‘“““ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20705: 2-Octene, 2,6-dimethyl- AR A AREERE T
69.0 8.00 8.20 8.40 8.60
m/z 70.00 47.11%
5000
” 140.0
0 e ‘“"J"1‘mwmwH‘mWm‘mwuw‘m_ e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 unknown-04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.516 2.49 ng/ul 111554  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 27
2 Borane, bis(cyclohexyloxy)ethyl- 238 C14H27B02 1010152-32-8 27
3 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 27
4 Oxetane, 2,2,3-trimethyl- 100 C6H120 023120-43-6 25
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 22
Abundance Scan 1416 (11.516 min): BP016324.D\data.ms (-1408) (- m/z 59.00 100.00%
59.0
- ﬂ\JM
T I
H“ 12?0 207.1 281.0 1150
O tdhdby | 2071 2810 357.0 4292 8186 ./, g3.60 84.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23098: 1-Cyclohexylethanol, methyl ether
59.0
5000 e :
11.50
m/z 43.00 27.84%
O‘\\‘J\H\\HHH‘\\‘\\‘]-\2\7\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120911: Borane, bis(cyclohexyloxy)ethyl-
83.0
T \
11.50
5000 m/z 41.00 25.11%
209.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15787: 2-Hexanol, 2,5-dimethyl-, (S)- —— ‘
59.0 11.50
m/z 55.00 24.40%
o ﬂdﬁkmw/ﬁmjkﬁ&mwfwwjm
Ol‘JJ“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 Benzophenone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.998 2.36 ng/ul 208835  Phenanthrene-di10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2178 (15.998 min): BP016324.D\data.ms (-2172) (- m/z 105.00 100.00%

105.0
182.1
5000 8

1600
o 9P d o 2810 356.0414.7 48245425 ./, 77 00 76.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000

1600

m/z 182.05 51.72%

O\\\\}\\“\\‘\\\\’h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
=
182.0 16.00
5000 ' m/z 50.95 34.23%
ZTO‘ I
Ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0 1600

m/z 50.00 11.47%

5000 182.0
0 Ui

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.228 4.60 ng/ul 407658  Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2557 (18.228 min): BP016324.D\data.ms (-2552) (- m/z 72.95 100.00%

73.0
5000
213.2

— —
“M L \ 18.00 18.50
Ol A H\‘M‘HUJW‘2“3‘1‘3?’41‘9490‘?"f“?‘?‘?‘?”r?‘ m/z 43.00 92.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — -
129.0 18.00 18.50

m/z 60.00 86.21%

O‘\\\‘““ ml"mmA}?ﬂbl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
e

18.00 18.50
5000 129.0 m/Z 55.00 77 .25%
“ 213.0
(- ‘I‘NMJ“HHA_m“um,‘Hww_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid e ——
73.0 18.00 18.50

m/z 41.00 70.33%

\l 1IN JL

0l H‘w‘HH_‘H_HWHww_m‘ww‘_ AEh —
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\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.092 3.56 ng/ul 368525 Perylene-d12 23.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Pentacosane 352 C25H52 000629-99-2 93
4 Tetracosane 338 C24H50 000646-31-1 93
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3384 (23.092 min): BP016324.D\data.ms (-3380) (- m/z 57.00 100.00%
57.0
T \
‘ [| A7l 2111 3000 4010 489.1548. 23.00
Ol ey e m/z 71.05 69.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — :
23.00
m/z 43.00 69.90%
127.0
LIPT 0 as70 2670 3380
O \\\‘\‘\‘\‘\‘\I\‘\%‘A\“\f‘\“f‘\‘\‘\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
T \
23.00
5000 m/z 85.05 49.63%
o HMAfEIS o0 2680
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane T
57.0 23.00
m/z 55.00  23.26%
- ¢4ijWmmWJ\M/\NMNVJM
127.0
o LLLLITTD 210, 20503520 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071923\
Data File : BP016324.D

Acqg On : 19 Jul 2023 14:47
Operator : MA/JU

Sample : 03501-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@71223.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2H-Pyran, 2,2'-... 3.770 8.5 ng/ul 233516 1 7.952 549754 20.0
2H-Pyran, tetra... 3.823 8.4 ng/ul 231440 1 7.952 549754 20.0
unknown-01 3.870 2.1 ng/ul 59067 1 7.952 549754 20.0
Prenol 4.046 17.3 ng/ul 476466 1 7.952 549754 20.0
2-Butenal, 3-me... 4.228 7.4 ng/ul 202887 1 7.952 549754 20.0
unknown-02 4.276 17.3 ng/ul 475893 1 7.952 549754 20.0
3-Hexen-1-01, (E)- 4.434 4.5 ng/ul 123714 1 7.952 549754 20.0
2-Pentanol, 4-m... 4.617 31.0 ng/ul 851178 1 7.952 549754 20.0
unknown-03 4.681 8.5 ng/ul 233613 1 7.952 549754 20.0
(DEL) Alkane: S... 4.705 13.5 ng/ul 370846 1 7.952 549754 20.0
1-Propene, 1-ch... 5.822 4.3 ng/ul 118441 1 7.952 549754 20.0
2-Buten-1-o01, 3... 6.240 5.3 ng/ul 145941 1 7.952 549754 20.0
2-Cyclohexen-1-one 6.593 5.1 ng/ul 140414 1 7.952 549754 20.0
Ethane, isocyan... 7.722 2.3 ng/ul 64356 1 7.952 549754 20.0
1-(Trimethylsil... 8.087 3.0 ng/ul 82259 1 7.952 549754 20.0
1H-Pyrazole, 4,... 8.169 4.7 ng/ul 129608 1 7.952 549754 20.0
3-Heptyl formate 8.275 3.3 ng/ul 89403 1 7.952 549754 20.0
unknown-04 11.516 2.5 ng/ul 111554 2 10.775 896551 20.0
Benzophenone 15.998 2.4 ng/ul 208835 4 17.375 1771040 20.0
n-Hexadecanoic ... 18.228 4.6 ng/ul 407658 4 17.375 1771040 20.0
(DEL) Alkane: S... 23.092 3.6 ng/ul 368525 6 23.957 2067620 20.0
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