LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acqg On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc :

ALS Vvial : 14 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 G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO60468.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.4e3 51 53 58 rVB6 13592 13971 0.20% 0.021%
2 3.632 87 92 101 rvVB2 86118 149031 2.19% 0.226%
3 3.773 112 116 120 rBV 155938 259063 3.80% ©0.393%
4 4.108 167 173 183 rBV 198686 320207 4.70% 0.486%
5 4.213 186 191 199 rVB5 27757 50730 0.74% 0.077%
6 5.430 393 398 404 rBV 52616 79636 1.17% 0.121%
7 5.582 417 424 429 rBV 26760 48480 0.71% ©0.074%
8 5.635 429 433 439 rW 47300 67121 0.98% 0.102%
9 5.806 455 462 466 rBV7 14792 27313 0.40% 0.041%
10 5.935 476 484 490 rBV 34059 58983 0.87% 0.090%
11 6.000 492 495 501 rVB5 16473 25402 ©0.37% 0.039%
12 6.188 521 527 533 rBV6 10900 19236 0.28% 0.029%
13  6.311 544 548 554 rVB6 10661 18428 0.27% 0.028%
14 6.411 559 565 569 rBV3 10064 17816 ©0.26% 0.027%
15 6.669 604 609 614 rBV4 9943 20623 0.30% 0.031%
16 7.004 662 666 671 rVB4 17126 25898 ©0.38% 0.039%
17 7.087 674 680 694 rVW 131067 283288 4.16% 0.430%
18 7.251 702 708 714 rBV 642163 1058881 15.54% 1.607%
19 7.310 714 718 725 rVB2 64486 116395 1.71% 0.177%
20 7.457 736 743 753 rBV 528883 924982 13.57% 1.404%
21 7.874 807 814 815 rBV6 10110 12840 0.19% 0.019%
22 7.921 815 822 837 rVWV 599416 1118091 16.41% 1.697%
23 8.038 837 842 847 rVB3 21710 38824 0.57% ©.059%
24 8.197 862 869 879 rVvB4 27287 69178 1.02% 0.105%
25 8.297 879 886 892 rVB7 15114 37668 ©.55% 0.057%
26 8.626 936 942 954 rBV 448262 850486 12.48% 1.291%
27 8.808 969 973 977 rBV4 10600 16656 ©0.24% ©.025%
28 8.978 996 1002 1008 rBV3 31709 58907 ©0.86% 0.089%
29 9.084 1013 1020 1033 rBV 727372 1374119 20.16% 2.086%
30 9.196 1035 1039 1044 rVB3 18558 33254 0.49% 0.050%
31 9.349 1059 1065 1084 rBvVv3 81358 280443  4.11% 0.426%
32 9.490 1084 1089 1095 rvVv7 22866 45639 0.67% 0.069%
33 9.648 1110 1116 1126 rVB9 31603 75010 1.10% 0.114%
34 9.742 1126 1132 1136 rBV3 32671 58617 ©.86% ©0.089%
35 9.807 1136 1143 1156 rVB 552645 1030066 15.11% 1.564%
36 10.136 1192 1199 1205 rVV3 101089 186380 2.73% 0.283%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acqg On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc :

ALS Vvial : 14 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 G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION
37 10.201 1205 1210 1215 rBV2 41533 75675 1.11% 0.115%
38 10.265 1215 1221 1228 rVVv4 54997 118526 1.74% 0.180%
39 10.347 1228 1235 1251 rWV 941535 1757717 25.79% 2.668%
40 10.506 1256 1262 1269 rVB5 40239 96035 1.41% 0.146%
41 10.577 1269 1274 1281 rVB3 37773 65845 ©0.97% 0.100%
42 10.729 1291 1300 1306 rBV 975186 1790279 26.27% 2.718%
43 10.865 1313 1323 1336 rBvV 459276 961219 14.10% 1.459%
44 11.070 1356 1358 1364 rVB6 15913 22353  ©0.33% 0.034%
45 11.258 1382 1390 1393 rBV1e 11274 27904 0.41% 0.042%
46 11.305 1393 1398 1404 rVB1o 21650 43574 0.64% 0.066%
47 11.358 1404 1407 1411 rBV6 10289 17122 ©0.25% 0.026%
48 11.470 1421 1426 1430 rBV5 17056 32871 0.48% 0.050%
49 11.540 1434 1438 1444 rBVS8 12182 27830 0.41% 0.042%
50 11.834 1483 1488 1489 rBv4 21246 29835 0.44% 0.045%
51 11.975 1506 1512 1519 rVB2 99065 155595 2.28% 0.236%
52 12.063 1519 1527 1536 rBV4 49123 121195 1.78% 0.184%
53 12.175 1542 1546 1550 rVB2 24788 39882 ©0.59% 0.061%
54 12.228 1550 1555 1556 rBv4 12340 16791 ©.25% 0.025%
55 12.275 1559 1563 1566 rBV5 23997 36712 0.54% 0.056%
56 12.533 1599 1607 1609 rBV8 23942 45627 0.67% ©.069%
57 12.598 1616 1618 1622 rVB5 17041 18654 ©0.27% 0.028%
58 12.645 1622 1626 1635 rVB 50133 95324 1.40% 0.145%
59 12.997 1682 1686 1687 rBV4 9849 13468 0.20% 0.020%
60 13.015 1687 1689 1697 rVB9 17861 26365 ©0.39% 0.040%
61 13.074 1697 1699 1700 rBV2 25500 17663 0.26% 0.027%
62 13.379 1747 1751 1755 rVWVé6 12271 17695 0.26% 0.027%
63 13.450 1755 1763 1768 rVB9 46118 93078 1.37% 0.141%
64 13.567 1780 1783 1789 rVB6 37125 56559 ©.83% 0.086%
65 13.679 1798 1802 1805 rBV6 16114 18872 ©0.28% 0.029%
66 13.767 1815 1817 1823 rVB7 21614 34954 0.51% 0.053%
67 13.890 1835 1838 1841 rVV5 21729 32903 0.48% 0.050%
68 13.967 1841 1851 1857 rVV 2107879 3130296 45.93% 4.752%
69 14.161 1879 1884 1887 rBV6 17762 28357 0.42% 0.043%
70 14.255 1894 1900 1906 rBV 2586768 3957527 58.07% 6.008%
71 14.302 1906 1908 1916 rvv8 54502 86138 1.26% 0.131%
72 14.372 1916 1920 1925 rVBS8 23729 48449 0.71% 0.074%
73 14.560 1942 1952 1960 rBV 1839110 2889925 42.40% 4.387%
74 14.719 1975 1979 1982 rBV6 20065 30602 0.45% 0.046%
75 14.772 1982 1988 1999 rvwv3 89191 219993  3.23% 0.334%
76 14.877 2004 2006 2008 rVV3 19565 17262 ©0.25% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acqg On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc :

ALS Vvial : 14 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 G\Methods\SFAM-EPA-BG012624.MA.M
Title : SVOA CALIBRATION

77 14.913 2009 2012 2016 rVB3 30002 39639 ©0.58% 0.060%
78 15.042 2028 2034 2036 rBV7 20098 29035 0.43% 0.044%
79 15.083 2037 2041 2044 rVB2 73621 93183 1.37% 0.141%
80 15.553 2115 2121 2132 rBV 3493635 5220189 76.59% 7.924%
81 15.671 2135 2141 2150 rVB 814330 1226042 17.99% 1.861%
82 16.258 2239 2241 2242 rBV2 21917 16403 0.24% 0.025%
83 16.705 2315 2317 2323 rVB6 33277 47077 0.69% ©0.071%
84 17.087 2379 2382 2387 rBV6 38982 64193 0.94% 0.097%
85 17.310 2414 2420 2429 rBV 2387366 3545900 52.03% 5.383%
86 17.410 2431 2437 2445 rBV 3734060 5611475 82.33% 8.518%
87 18.197 2567 2571 2578 rBV2 230951 378063 5.55% ©.574%
88 18.414 2604 2608 2615 rBV2 116182 221078 3.24% 0.336%

89 19.701 2821 2827 2832 rBV 4760087 6815526 100.00% 10.346%

90 19.742 2832 2834 2842 rVB 346801 452307 6.64% 0.687%
91 20.706 2994 2998 3004 rBV 572044 619996 9.10% ©0.941%
92 21.217 3082 3085 3090 rBv2 131432 187858 2.76%  ©0.285%
93 21.575 3140 3146 3156 rBV 2399211 3794663 55.68% 5.760%
94 23.215 3420 3425 3432 rVB 193967 369499 5.42% ©.561%
95 23.814 3523 3527 3536 rVB2 104848 211712 3.11% ©0.321%
96 24.519 3637 3647 3659 rBV2 2506289 6779438 99.47% 10.291%
97 24.736 3674 3684 3695 rBV 1596046 4329231 63.52% 6.572%
98 25.841 3866 3872 3884 rVB4 102604 308094 4.52% 0.468%
99 27.169 4091 4098 4110 rVB6 93333 312000 4.58% 0.474%
100 29.930 4566 4568 4570 rBV3 16802 13703 0.20% 0.021%

Sum of corrected areas: 65874637
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
T TIC: BG060468.D\data.ms
4000000
3000000
2000000
10.3410.729
1000000 - 2§]4 7971 9.084 o 307
57 8. 626 865
.108
L@A@%?m B Sﬁmmaseg%ﬁgﬁé%&{ mam 20chaE
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\ \‘\\\ T T T \\\\\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 1000 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060468.D\data.ms
5000000 19.701
4000000 17.410
15.553
3000000
14.255 17.310 21575
13.967
2000000 14.560
1000000 15.671 20.706
19742
18. g7414 21.217
DO TRD 16.25816.70%7.08 P
O T e e e e LA A e B L B A L s L S
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance :
o550 TIC: BG060468.D\data.ms
4000000
3000000
24.519
2000000 4736
1000000
23.215
MM 25.841 27.169 29.930
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Cyclic3.632 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.632 2.67 ng/ul 149031 1,4-Dichlorobenzene-d4 7.921

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexane, methyl- 98 C7H14 000108-87-2 87
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64
3 6-Methyl-1,5-diazabicyclo[3.1.0]... 98 C5H1ON2 100463-00-1 64
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 59
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 59
Abundance  Scan 92 (3.632 min): BG060468.D\data.ms (-87) (-) m/z 83.05 100.00%

83.0
5000
WA

| 3.40 3.60 3.80 4.00
‘u_“w“‘w‘?4ﬁ?‘H,gggﬁ‘u4?%?“ﬂ§7y m/z 55.10  69.00%

m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3754: Cyclohexane, methyl-
83.0

5000 R RaSraTASAERHEY
3.40 3.60 3.80 4.00

m/z 98.10  28.24%

|
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
83.0

;T"'

N
~

3.40 3.60 3.80 4.00
5000 m/z 41.10 21.60%
27. l
*‘*h*“\'*‘”*‘”\*HwHH\*HwHH!HH\HH\HH\HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3455 6-Methyl-1,5-diazabicyclo[3.1.0]hexane B ARRaNEaEEES S ult
83.0 3.40 3.60 3.80 4.00

m/z 56.10 18.70%

5000 15.0 Ak
H | “ ‘ ’

m/z--> 0 50 100 150 200 250 300 350 400 450 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 1,3,5-Cycloheptatriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.108 5.73 ng/ul 320207 1,4-Dichlorobenzene-d4 7.921

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 91
2 Toluene 92 C7H8 000108-88-3 90
3 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
4 Toluene 92 C7H8 000108-88-3 87
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 173 (4.108 min): BG060468.D\data.ms (-167) (-) m/z 91.10 100.00%
91.1
5000
R EEAAEREEEEEEE
39.1 3.80 4.00 4.20 4.40
LAl a1 2154 2790 320.0369. ., 92.19  53.12%
m/z--> 50 100 150 200 250 300 350
Abundance #2775: 1,3,5-Cycloheptatriene
91.0
5000 L L R B R R
3.80 4.00 4.20 4.40
39.0 m/z 65.10 12.16%
f[’
miz--> 50 100 150 200 250 300 350
Abundance #2753: Toluene
91.0

3.80 4.00 4.20 4.40

5000 ITI/Z 39.10 6.89%
39.0
*H“‘\“*“‘H‘v****\HH\HH\HH\HHMH
m/z--> 50 100 150 200 250 300 350
Abundance #2773: 1,3,5-Cycloheptatriene
91.0 3.80 4.00 4.20 4.40

m/z 63.10 6.05%

5000

39.0

m/z--> 50 100 150 200 250 300 350 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.349 3.13 ng/ul 280443  Naphthalene-d8 10.729

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanoic acid, 2,2,4,4-tetramet... 158 C9H1802 003302-12-3 38
2 Heptanoic acid, 3-oxo0-2-propyl-,... 200 C11H2003 125055-03-0 37
3 3-Pentanol, 3-(1,1-dimethylethyl... 200 C13H280 041902-42-5 32
4 Valeraldehyde dibutyl acetal 216 C13H2802 1000430-98-9 32
5 Butane, 1-(2-chloroethoxy)- 136 C6H13Cl0 010503-96-5 27

Abundance Scan 1065 (9.349 min): BG060468.D\data.ms (-1059) (-) m/z 57.10 100.00%

57.1
- MJLA
PR T
‘ ‘ H 143.2 382.8 ‘ 9.00 9.20 9.40 9.60
bl TTE 2212 3168 3828 480 . 4116 29.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35439: Pentanoic acid, 2,2,4,4-tetramethyl-
57.0
5000 L LA B B I BN B
9.00 9.20 9.40 9.60
143.0 m/z 87.00  26.91%
\“\u"l‘ llyf!’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75544: Heptanoic acid, 3-oxo-2-propyl-, methyl ester
57.0
9.00 9.20 9.40 9.60
5000 m/z 59.10 26.59%
‘ ‘116.0
H‘J‘,L\‘\“\,‘c‘\!\”‘HH‘\\H‘HH‘HH‘HH,HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #76051: 3-Pentanol, 3-(1,1-dimethylethyl)-2,2,4,4-tetrame
57.0 9.00 9.20 9.40 9.60
m/z 97.05 14.53%
5000
m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 (+4)-2-Bornanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.136 2.08 ng/ul 186380  Naphthalene-d8 10.729
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 94
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 94
3 (+)-2-Bornanone 152 C10H160 000464-49-3 94
4 (+)-2-Bornanone 152 C10H160 000464-49-3 94
5 Camphor 152 C1@H160 000076-22-2 94
Abundance Scan 1199 (10.136 min): BG060468.D\data.ms (-1192) (- 95.05 100.00%
95.0
- \J/\W
39.
| } | 15‘2'1 | 10.00 10.50
oA 2288 3618 8270 ., 119 79.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29114: (+)-2-Bornanone
95.0
5000 - 10 00 10 50
152.0
l m/z 69.10 44.74%
h ’ \“ \‘

\\\\‘\11r‘ll\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S

95.0
NN
T
10.00 10.50
5000 ITI/Z 41.05 39.60%
' 152.0
M‘}
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29113: (+)-2-Bornanone T e
95.0 10.00 10.50
m/z 108.20  37.26%
5000
152.0

T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.197 2.13 ng/ul 378063 Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Octadecanoic acid 284 (C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2571 (18.197 min): BG060468.D\data.ms (-2567) (- | m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acq On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Ethanol, 2-butoxy-, phospha... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.706 3.27 ng/ul 619996  Chrysene-d12 21.576
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 64
2 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 53
3 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 43
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 22
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 16

Abundance Scan 2998 (20.706 min): BG060468.D\data.ms (-2994) (- | m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012924\
Data File : BGO60468.D

Acqg On : 29 Jan 2024 19:00
Operator : MA/JU

Sample : P1239-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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|
(DEL) Alkane: C... 3.632 2.7 ng/ul 149031 1 7.921 1118090 20.0
1,3,5-Cyclohept... 4.108 5.7 ng/ul 320207 1 7.921 1118090 20.0
unknown-01 9.349 3.1 ng/ul 280443 2 10.729 1790280 20.0
(+)-2-Bornanone 10.136 2.1 ng/ul 186380 2 10.729 1790280 20.0
n-Hexadecanoic ... 18.197 2.1 ng/ul 378063 4 17.310 3545900 20.0
Ethanol, 2-buto... 20.706 3.3 ng/ul 619996 5 21.576 3794660 20.0
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