LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc :

ALS Vvial : 66 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-BP112223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18383.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.17e 106 14 24 rVB2 52466 89751 1.68% 0.102%
2 3.275 27 32 37 rVB 56138 77543 1.45% 0.088%
3  3.705 98 105 113 rBV2 103985 187185 3.50% 0.213%
4 3.805 117 122 127 rBV 249565 327679 6.13% 0.373%
5 3.881 132 135 139 rW 53060 72054 1.35% 0.082%
6 3.934 139 144 150 rVB 55845 94130 1.76% 0.107%
7 4.022 155 159 165 rVB3 66967 93638 1.75% 0.107%
8 4.181 182 186 196 rBV 68275 103521 1.94% 0.118%
9 4,358 212 216 221 rBV 76799 97963 1.83% 0.112%
10 4.546 242 248 252 rBvV2 17798 35349 0.66% 0.040%
11  4.593 252 256 261 rVW3 43542 64848 1.21% 0.074%
12 4.740 277 281 287 rVW4 24588 44225 0.83% 0.050%
13 4.840 294 298 303 rVB3 26929 40439 0.76% 0.046%
14 4.964 312 319 329 rVV2 281776 454238 8.50% 0.517%
15 5.852 329 334 339 rW 66614 96461 1.80% 0.110%
16 5.846 462 469 477 rBV 161870 243075 4.55% 0.277%
17 6.293 541 545 551 rVWW2 40450 64736 1.21% 0.074%
18 6.852 634 640 645 rBv4 20939 48454 0.91% 0.055%
19 7.028 659 670 673 rBV2 1045498 2736676 51.19% 3.115%
20 7.199 693 699 707 rVB 948940 1414773 26.46% 1.610%
21 7.393 725 732 740 rBV 1082186 1692054 31.65% 1.926%
22 7.463 740 744 756 rVB 97078 173805 3.25% 0.198%
23  7.863 805 812 820 rBV 1682546 2637234 49.33% 3.002%
24 8.105 844 853 860 rBvV2 53806 94011 1.76% 0.107%
25 8.175 860 865 871 rVB7 23237 39138 0.73% 0.045%
26 8.316 883 889 894 rBV 39094 66184 1.24% 0.075%
27 8.575 922 933 941 rBV 390033 654301 12.24% 0.745%
28 8.687 943 952 963 rVV 2076537 3391234 63.43% 3.860%
29 8.805 966 972 988 rVB 455019 795604 14.88% 0.906%
30 9.022 1002 1009 1016 rBV 1007481 1645234 30.77% 1.873%
31 9.134 1023 1028 1034 rVB 144685 219510 4.11% 0.250%
32 9.269 1045 1051 1058 rVV3 38945 65148 1.22% 0.074%
33 9.457 1079 1083 1089 rVB5 21249 35891 0.67% 0.041%
34 9.746 1124 1132 1139 rBV = 741931 1212278 22.67% 1.380%
35 9.993 1149 1174 1187 rVV 983975 4121594 77.09% 4.691%

36 10.104 1187 1193 1205 rVWW 799257 1361652 25.47%  1.550%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc :

ALS Vvial : 66 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-BP112223.MA.M
Title : SVOA CALIBRATION
37 10.222 1208 1213 1217 rVW 48840 101526 1.90% 0.116%
38 10.281 1217 1223 1230 rVV 1301317 2112117 39.50% 2.404%
39 10.346 1232 1234 1244 rVB7 18166 33180 0.62% 0.038%
40 10.540 1259 1267 1275 rBVS8 23372 72178 1.35% 0.082%
41 10.663 1281 1288 1302 rVB 2304152 3781549 70.73% 4.304%
42 10.804 1302 1312 1320 rBV 69020 159217 2.98% 0.181%
43 11.199 1373 1379 1389 rBV 450355 748343 14.00% 0.852%
44 11.446 1416 1421 1435 rVB 336884 576888 10.79% 0.657%
45 11.557 1435 1440 1444 rBV2 24995 40093 0.75% 0.046%
46 11.699 1459 1464 1470 rBV3 36468 60651 1.13% 0.069%
47 11.810 1479 1483 1490 rVW7 17950 35172 0.66% 0.040%
48 12.022 1514 1519 1526 rVB 118996 196746  3.68% 0.224%
49 12.122 1529 1536 1540 rBV 28036 51831 0.97% 0.059%
50 12.251 1554 1558 1568 rVB4 37083 73821 1.38% 0.084%
51 12.634 1618 1623 1629 rBV4 27699 56847 1.06% ©0.065%
52 12.934 1670 1674 1679 rVB 31867 44752 0.84% 0.051%
53 13.269 1724 1731 1737 rBV2 56646 98651 1.85% 0.112%
54 13.404 1747 1754 1761 rBV 217942 351206 6.57% 0.400%
55 13.675 1797 1800 1804 rBV 24218 32777 0.61% 0.037%
56 13.828 1820 1826 1831 rVB6 52233 90021 1.68% 0.102%
57 13.910 1834 1840 1850 rBV 2604007 3518229 65.80% 4.005%
58 14.193 1877 1888 1899 rBV 2753551 4211612 78.77% 4.794%
59 14.345 1906 1914 1919 rBV 16197 32627 0.61% 0.037%
60 14.498 1933 1940 1948 rVV 3450676 5028206 94.05% 5.723%
61 14.575 1948 1953 1959 rVB1le 21636 45633 0.85% 0.052%
62 14.687 1966 1972 1980 rBV 649309 945772 17.69% 1.077%
63 14.757 1982 1984 1990 rVWV7 28675 46752 0.87% 0.053%
64 14.840 1991 1998 2004 rVV 177398 312845 5.85% 0.356%
65 14.916 2007 2011 2019 rVV6 56051 97707 1.83% 0.111%
66 15.487 2102 2108 2115 rBV 3660992 5208694 97.42% 5.929%
67 15.598 2121 2127 2136 rBV 523888 744781 13.93%  0.848%
68 15.987 2188 2193 2199 rVB6 32923 60033 1.12% ©0.068%
69 16.075 2201 2208 2212 rBV2 25256 48973 0.92% 0.056%
70 16.710 2311 2316 2319 rBV 41303 59232 1.11% 0.067%
71 16.792 2326 2330 2338 rVB 58428 96773 1.81% 0.110%
72 17.122 2382 2386 2394 rBV2 33113 55496 1.04% 0.063%
73 17.245 2401 2407 2413 rBV 3704773 5153320 96.39% 5.866%
74 17.345 2418 2424 2434 rVV 2888770 4189686 78.36% 4.769%
75 17.428 2435 2438 2445 rVB8 21523 46256 ©.87% ©0.053%
76 17.751 2489 2493 2499 rBV 78413 103926 1.94% 0.118%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc :

ALS Vvial : 66 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-BP112223.MA.M
Title : SVOA CALIBRATION
77 17.933 2520 2524 2529 rBV2 76410 98014 1.83% 0.112%
78 18.016 2533 2538 2545 rVVW 101907 142416 2.66% 0.162%
79 18.145 2555 2560 2567 rBV 577311 813370 15.21% 0.926%
80 18.204 2568 2570 2577 rVV2 66887 97734 1.83% 0.111%
81 18.292 2583 2585 2590 rVB4 26464 32135 0.60% 0.937%
82 18.451 2606 2612 2620 rBV2 71131 138620 2.59% 0.158%
83 18.598 2634 2637 2642 rBV2 76328 101728 1.90% 0.116%
84 18.657 2644 2647 2650 rVwV 63039 79833 1.49% 0.091%
85 18.692 2650 2653 2659 rVB 352346 453955  8.49% 0.517%
86 18.839 2674 2678 2680 rBV3 25271 32541 0.61% 0.037%
87 18.916 2686 2691 2695 rBV 584893 713840 13.35% 0.813%
88 18.957 2695 2698 2703 rBV 122783 159890 2.99% 0.182%
89 19.069 2709 2717 2720 rBV5 144366 301170 5.63% 0.343%
90 19.386 2767 2771 2778 rBV 288037 398970 7.46% 0.454%
91 19.586 2799 2805 2814 rBV 3975973 5252678 98.25% 5.979%
92 19.757 2831 2834 2840 rVB2 54463 93824 1.75% 0.107%
93 19.886 2853 2856 2861 rVB 107247 124513 2.33% 0.142%
94 19.933 2862 2864 2870 rVV5 38793 55983 1.05% 0.064%
95 20.004 2873 2876 2883 rVB5 75045 119944  2.24% 0.137%
96 20.922 3028 3032 3036 rBV 174198 221962 4.15% 0.253%
97 21.092 3057 3061 3066 rBV 323979 455282 8.52% ©.518%
98 21.357 3101 3106 3111 rBV 3681704 4689889 87.72% 5.338%
99 23.639 3487 3494 3511 rVB2 2227716 4612058 86.26% 5.250%
100 23.798 3514 3521 3531 rVB 2572144 5346460 100.00% 6.086%

Sum of corrected areas: 87852538
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 25 Nov 2023 23:48
: MA/JU
. 05261-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
BP018383.D

: 66  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance
4000000

3500000

3000000

2500000

2000000

1500000
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500000

TIC: BP018383.D\data.ms
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TIC: BP018383.D\data.ms
19.586
15.487 17.245

14.498

14.193 17.345
13.910

4.687 18.145 18.916
13.404 15598 18.692 9.38 ’ "
ARz 30 o Shsts wowstiile || asors 1 16@7@@@237 s %}E’;@ﬁ%ﬁ o

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 1800 18.50 19.00 19.50 20.00

Time-->
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4000000

3500000

3000000
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2000000
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TIC: BP018383.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 1 unknown-01 Concentration Rank 9

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

3.805 2.49 ng/ul 327679 1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
3 (S)-(-)-1-Amino-2-(methoxymethyl... 130 C6H14N20 059983-39-0 28
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

5 Pentanoic acid, propyl ester 144 C8H1602 000141-06-0 9

Abundance Scan 122 (3.805 min): BP018383.D\data.ms (-117) (-) m/z 84.95 100.00%

85.0
5000
T e e e
‘ ‘ 206.9 3.40 3.60 3.80 4.00 4.20
bl k14395702 295.1354.9 4301 5037 m/z 41.00  65.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
5000 R N AAERREE EE R
3.40 3.60 3.80 4.00 4.20
27|. ‘ m/z 43.00 44.31%
0‘\J\‘\JH[JJ\JV\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1736: 2-Pyrrolidinone
85.0
T T
3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00  28.46%
27,
oll ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15326: (S)-(-)-1-Amino-2-(methoxymethyl)-pyrrolidine T R AAAARSaEEEEa
85.0 3.40 3.60 3.80 4.00 4.20

m/z 59.95  23.29%

5000

—

m/z-->

REAR

0 50 100 150 200 250 300 350 400 450 500 550

3.40 3.60 3.80 4.00 4.20

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:42:52 2023

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M

: SVOA CALIBRATION

¢ 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.964 3.44 ng/ul 454238  1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 32
5 Butanamide 87 C4H9NO 000541-35-5 30

Abundance Scan 319 (4.964 min): BP018383.D\data.ms (-312) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20

o“HMAsmqH‘3§§9,H‘w??lﬁu?5594ﬂ§??35ﬁ§3ﬁ? m/z 59.00  51.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 e Lo aE R SRERES
4.60 4.80 5.00 5.20

m/z 72.95 34.30%

101.0
0 ‘ T \"f‘ ‘1 “1 T \‘\ ‘l TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

4.60 4.80 5.00 5.20
5000 m/z 100.95 21.66%

“1010
T

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

o

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R EERARREEES SRR
43.0 4.60 4.80 5.00 5.20
m/z 58.00 16.85%
5000
‘ 101.0
0‘mﬂx_‘u‘H‘w“u,u‘W‘H‘_“W‘H‘_‘H‘H‘W‘H“

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 3 Benzeneacetic acid, .alpha.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.805 6.03 ng/ul 795604  1,4-Dichlorobenzene-d4 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 91
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 90
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 83
4 Benzoylformic acid 150 C8H603 000611-73-4 83
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 83

Abundance Scan 972 (8.805 min): BP018383.D\data.ms (-966) (-) m/z 104.95 100.00%

105.0
5000
e B an R
38 8.40 8.60 8.80 9.00 9.20
o P 20892689 3547 4289 5333 nm/z 77.00  82.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
5000 T e
8.40 8.60 8.80 9.00 9.20
m/z 50.95 28.90%
07 3904
\\\1[1\11 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
R ERRRRRS e
8.40 8.60 8.80 9.00 9.20
5000 m/z 49.95  13.36%
0 S.Q'L | 164.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44320: 1-Propanone, 3-chloro-1-phenyl-
105.0 8.40 8.60 8.80 9.00 9.20
m/z 105.95 8.14%
5000
27.01 168.0
O L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 4 Benzoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.993  21.80 ng/ul 4121590 Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1174 (9.993 min): BP018383.D\data.ms (-1149) (-) m/z 105.00 100.00%

105.0
5000
—=
30. 10.00
Olrrrtibod k2089 27893409 4289 5032 n/z 121.85  85.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 T
10.00
m/z 76.95 69.80%
45\01\
0‘\\\\‘[Il\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
—
10.00
5000 m/z 50.95 29.63%

39.L
ol

—

O R A B B A R A RARARRRRRRE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid —
105.0 10.00

m/z 50.00 17.22%
5000
33Ll

ol —
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\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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-Phenylpropenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.105 7.20 ng/ul 1361650 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenylpropenal 132 CS9H80 004432-63-7 95
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 182 C8H7Br 021120-91-2 47
3 Oxirane, 2-(chloromethyl)-2-phenyl- 168 C9H9C10 001005-91-0 45
4 5(4H)-Isoxazolone, 3-phenyl- 161 COH7NO2 001076-59-1 45
5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 43

Abundance Scan 1193 (10.104 min): BP018383.D\data.ms (-1187) (- m/z 102.95 100.00%

108.0
5000

b 10 00 10 50
D | | 208.8 282.6 355.8414.8476.9535.6 m/z 104.00  54.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16654: 2-Phenylpropenal
103.0

5000
10 00 10 50
m/z 77.00 46.61%

39.
‘\\‘H\‘l\‘\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57448: Bicyclo[4.2.0]octa-1,3,5-triene, 7-bromo-
108.0

o

o

1000 1050
5000 m/z 132.00  39.58%
1%0 182.0
ottt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44328: Oxirane, 2-(chloromethyl)-2-phenyl- — ——
103.0 10.00 10.50

m/z 51.00 20.03%

5000
167.0
0 ‘ ‘ }\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 Benzeneethanol, .beta.-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.199 3.96 ng/ul 748343  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-methylene- 134 CS9H1e0 006006-81-1 90
2 2-Propen-1-0l, 3-phenyl- 134 CSH1e0 000104-54-1 55
3 Benzenepropanal 134 C9H10e0 000104-53-0 50
4 2-Propen-1-o0l, 3-phenyl- 134 C9H1e0 000104-54-1 49
5 2-Propen-1-0l, 3-phenyl- 134 CS9H1e0 000104-54-1 46

Abundance Scan 1379 (11.199 min): BP018383.D\data.ms (-1373) (- m/z 103.00 100.00%

108.0
5000
5 —
%\ } 11.00 11.50
o_w‘ww A4 2069 280.8340.5400.846185240 ./, 76,95  79.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17616: Benzeneethanol, .beta.-methylene-
108.0
5000
11 OO 11 50
m/z 92.00 75.39%
39
0‘\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17560: 2-Propen-1-ol, 3-phenyl-
92.0
—
1100 11.50
5000 m/z 133.95  63.91%

| F

H‘W‘H e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17532: Benzenepropana

‘Hh ‘\ \ ‘
91.0 1 1. OO 11.50
m/z 104.95 62.44%

O

5000

A .‘.,J N

L SR —— TR
miz—> 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\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 S-Benzoyl(thiohydroxylamine) Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.446 3.05 ng/ul 576888 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 78
2 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 78
3 Isopropyl phenyl ketone 148 C10H120 000611-70-1 78
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 78
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 78

Abundance Scan 1421 (11.446 min): BP018383.D\data.ms (-1416) (- m/z 104.95 100.00%
105.0
- i
P
39b 007 11.50
Ol oo Py b 2979, 294.9355.9 4289 8352y 7 77.00  59.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30688: S-Benzoyl(thiohydroxylamine)
105.0
5000 L
11.50
m/z 50.95 18.36%
0 39.‘b l |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63251: .alpha.,.alpha.-Dichloroacetophenone
105.0
P
11.50
5000 m/z 105.95  7.76%
0‘\:\B%IP\'\‘\'\‘\\‘H’\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26219: Isopropyl phenyl ketone
105.0 11.50
m/z 49.95 6.78%
5000
27.0 |
(O e e N L O RARREREmns e o 7
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\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.145 3.16 ng/ul 813370  Phenanthrene-di10 17.245
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2560 (18.145 min): BP018383.D\data.ms (-2555) (- m/z 72.95 100.00%

73.0
5000
213.1

‘ o
h “ 143, 30 \  bena as4s 18.00 18.50
ob ALRILE L] $80.9 954.0414.9474.85345 /7 ce.00  83.86%
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 T
18.00 18.50

m/z 43.00 78.65%

“H 213.0
0‘\\\“‘ \\‘llh\hl\l\1!\\]\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

430 256.0

18.‘00 18‘.50
5000 m/z 56.95 66.90%
129.0
O‘H‘\“‘\ MMMN “‘\H\‘\uu‘uu‘uu‘uu‘uu‘uu‘\ M\’h
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid e T
73.0 18.00 18.50

m/z 55.00 64.65%

L MMWifTO\ | v-~J¥”“/\“*“”“““”

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\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 9 .beta.-Phenylpropiophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.916 2.77 ng/ul 713840  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 93
2 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 93
3 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 87
4 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 87
5 N-Benzoyl-3-phenylisoserine, 3-m... 383 C23H29NO4 1000453-74-7 72
Abundance Scan 2691 (18.916 min): BP018383.D\data.ms (-2686) (- | m/z 104.95 100.00%
105.0
5000
209.9
——
39 19.00
01 39Rd iyt dy,, 280.9340.84004  489.0546¢ 1/, 76,95  41.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87605: .beta.-Phenylpropiophenone
105.0
5000 R
210.0 19.00
m/z 209.95 36.37%
0 ?\%'P\‘\%T“J\W\\‘\\f!‘T\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87599: .beta.-Phenylpropiophenone
105.0
=
19.00
5000 210.0 ITI/Z 50.95 9.75%
N N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87607: .beta.-Phenylpropiophenone T
105.0 19.00
m/z 105.95 7.83%
210.0
5000
T A —— sl
mlz--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018383.D

Acqg On : 25 Nov 2023 23:48
Operator : MA/JU

Sample : 05261-10

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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|
unknown-01 3.805 2.5 ng/ul 327679 1 7.863 2637230 20.0
2-Pentanone, 4-... 4.964 3.4 ng/ul 454238 1 7.863 2637230 20.0
Benzeneacetic a... 8.805 6.0 ng/ul 795604 1 7.863 2637230 20.0
Benzoic acid 9.993 21.8 ng/ul 4121596 2 10.663 3781550 20.0
2-Phenylpropenal 10.105 7.2 ng/ul 1361650 2 10.663 3781550 20.0
Benzeneethanol,... 11.199 4.0 ng/ul 748343 2 10.663 3781550 20.0
S-Benzoyl(thioh... 11.446 3.0 ng/ul 576888 2 10.663 3781550 20.0
n-Hexadecanoic ... 18.145 3.2 ng/ul 813370 4 17.245 5153320 20.0
.beta.-Phenylpr... 18.916 2.8 ng/ul 713840 4 17.245 5153320 20.0
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