LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acq On : 13 Jul 2023 10:32
Operator : MA/JU

Sample - 03414-23

Misc

ALS Vial : 4 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA P\Methods\SFAM-EPA-BP071223_MA_M
Title : SVOA CALIBRATION

Signal = TIC: BP016202.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of

# min scan scan scan TY height area % max. total
1 3.287 14 17 19 rBV 29851 34060 0.28% 0.019%
2 3.317 19 22 37 rVvB 146700 253546 2.10% 0.142%
3 3.781 96 101 108 rBv 21355 40952 0.34% 0.023%
4 3.952 125 130 135 rVB7 8465 16878 0.14% 0.009%
5 4.058 144 148 154 rBV2 14220 25531 0.21% 0.014%
6 4.399 201 206 244 rBvV 2225911 3725242 30.82% 2.089%
7 5.028 307 313 340 rBV 793172 1484618 12.28% 0.832%
8 7.122 661 669 670 rBV 438869 536412 4.44% 0.301%
9 7.175 670 678 694 rVW2 704974 3036317 25.12% 1.702%
10 7.299 694 699 721 rVB 342593 875676  7.25%  0.491%
11  7.493 726 732 735 rVW 501301 853775 7.06% 0.479%
12 7.528 735 738 761 rVB 472768 1058791 8.76% 0.594%
13 7.969 806 813 839 rBV 341666 925452  7.66% 0.519%
14 8.716 933 940 948 rBV2 422923 1058994 8.76% 0.594%
15 8.787 948 952 973 rVB 556445 1244941 10.30% 0.698%
16 9.163 1009 1016 1020 rBV 449805 873466  7.23%  0.490%
17 9.205 1020 1023 1047 rVB 338142 957270 7.92% 0.537%
18 9.481 1064 1070 1077 rVvB8 7561 15303 0.13% 0.009%
19 9.893 1133 1140 1142 rBv 322551 534264 4.42%  0.300%
20 10.487 1229 1241 1277 rBv3 525098 2639401 21.84% 1.480%
21 10.740 1279 1284 1285 rW5 16758 30686 0.25% 0.017%
22 10.787 1285 1292 1297 rW 749345 1482630 12.27% 0.831%
23 10.840 1297 1301 1319 rW 623879 1282455 10.61% 0.719%
24 10.987 1319 1326 1338 rVW 349588 1131309 9.36% 0.634%
25 11.087 1338 1343 1365 rVB2 830403 1514633 12.53% 0.849%
26 12.116 1511 1518 1550 rBV 782460 2380204 19.69%  1.335%
27 12.340 1552 1556 1563 rVWW3 24151 67358 0.56% 0.038%
28 12.399 1563 1566 1572 rW3 21174 41785 0.35% 0.023%
29 12.669 1604 1612 1629 rBvV 1200419 2051748 16.98%  1.150%
30 12.822 1632 1638 1657 rVB 734458 1402976 11.61% 0.787%
31 13.087 1676 1683 1696 rBv 821913 1983968 16.42% 1.112%
32 13.193 1696 1701 1725 rVB2 81904 345121 2.86% 0.194%
33 13.451 1733 1745 1751 rBV 1396437 2568126 21.25% 1.440%
34 13.504 1751 1754 1775 rVB 716831 1538186 12.73% 0.862%
35 13.993 1831 1837 1838 rBvV2 14939 19836 0.16% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acq On : 13 Jul 2023 10:32

Operator : MA/JU

Sample - 03414-23

Misc

ALS Vial : 4 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA P\Methods\SFAM-EPA-BP071223_MA_M
Title : SVOA CALIBRATION
36 14.034 1838 1844 1848 rVW 1657940 2580003 21.35% 1.447%
37 14.081 1848 1852 1866 rVB 973316 1747865 14.46% 0.980%
38 14.240 1873 1879 1887 rBv 637530 1370486 11.34% 0.768%
39 14.316 1887 1892 1915 rVW 1833993 2978638 24.65% 1.670%
40 14.616 1936 1943 1949 rBV 1473605 2182869 18.06%  1.224%
41 14.681 1949 1954 1969 rVB 1653698 2485227 20.56%  1.393%
42 14.916 1986 1994 2008 rBV3 446403 1750012 14.48% 0.981%
43 15.034 2008 2014 2036 rVB 1011281 2225250 18.41% 1.248%
44 15.281 2050 2056 2071 rBV 977724 1723705 14.26%  0.966%
45 15.440 2079 2083 2093 rVvB2 31258 52207 0.43% 0.029%
46 15.622 2107 2114 2118 rBV 2571312 3890863 32.19% 2.182%
47 15.663 2118 2121 2137 rW 1177770 1722237 14.25%  0.966%
48 15.804 2137 2145 2171 rW3 1171186 3591677 29.72%  2.014%
49 15.987 2171 2176 2192 rVB 693545 995330 8.24% 0.558%
50 16.398 2244 2246 2254 rVB9 7644 12686 0.10% 0.007%
51 16.545 2266 2271 2278 rBV 148752 223505 1.85% 0.125%
52 16.675 2287 2293 2304 rBv2 1521089 2255524 18.66%  1.265%
53 16.781 2309 2311 2318 rVB8 8763 15787 0.13% 0.009%
54 17.045 2349 2356 2377 rBv 1026492 2403812 19.89%  1.348%
55 17.216 2382 2385 2391 rVB2 26455 40745 0.34% 0.023%
56 17.381 2405 2413 2417 rBV 2125079 2971994 24.59%  1.666%
57 17.422 2417 2420 2426 r\VW 2134032 2899618 23.99% 1.626%
58 17.487 2426 2431 2434 r\W 2646144 4351367 36.00% 2.440%
59 17.522 2434 2437 2454 rVB 1811720 3677819 30.43% 2.062%
60 17.810 2480 2486 2494 rBvV 1563890 2653132 21.95% 1.488%
61 17.887 2494 2499 2512 rVW 1208854 2553800 21.13% 1.432%
62 17.986 2513 2516 2525 rVB 56667 116487 0.96% 0.065%
63 18.128 2537 2540 2544 rVB5 17391 22747 0.19% 0.013%
64 18.245 2555 2560 2567 rBY 365718 699215 5.79% 0.392%
65 18.316 2567 2572 2586 rVB 2138041 2837483 23.48% 1.591%
66 18.639 2623 2627 2631 rBV 50991 58769 0.49% 0.033%
67 19.292 2734 2738 2742 rBv2 54101 72986 0.60% 0.041%
68 19.392 2743 2755 2765 rVW 5859148 8255396 68.31% 4.629%
69 19.475 2765 2769 2781 rVB 160441 322998 2.67% 0.181%
70 19.633 2793 2796 2800 rBv2 38149 52605 0.44% 0.029%
71 19.716 2805 2810 2813 rVW 4017770 6171896 51.07% 3.461%
72 19.745 2813 2815 2833 rVB 3452052 6108295 50.54% 3.425%
73 20.192 2889 2891 2895 rBV3 44619 51253 0.42% 0.029%
74 20.598 2955 2960 2970 rBv 2308951 2823123 23.36% 1.583%
75 20.675 2971 2973 2976 rW3 49717 50219 0.42% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acq On : 13 Jul 2023 10:32
Operator : MA/JU

Sample - 03414-23

Misc

ALS Vial : 4 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223 _MA_M
Title - SVOA CALIBRATION

76 21.128 3048 3050 3052 rBv2 83620 95917 0.79%  0.054%
77 21.169 3052 3057 3071 rVB3 325079 985906 8.16% 0.553%
78 21.339 3082 3086 3093 rBV 4040178 4326795 35.80% 2.426%
79 21.463 3101 3107 3113 rBV2 5994381 11459240 94.82% 6.425%
80 21.522 3113 3117 3133 rVB 2977711 6521260 53.96%  3.656%
81 22.692 3313 3316 3322 rVB 253481 337852 2.80% 0.189%
82 23.210 3397 3404 3422 rBV 3520264 6693151 55.38% 3.753%
83 23.810 3499 3506 3511 rBV2 3135799 6953231 57.53% 3.899%
84 23.863 3511 3515 3528 rVWW 2233103 5685482 47.04% 3.188%
85 23.986 3529 3536 3553 rVB2 1426317 4176083 34.55% 2.341%
86 26.621 3973 3984 4025 rVB 2597504 12085745 100.00% 6.776%

Sum of corrected areas: 178352202
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP(071323\

BP016202.D

13 Jul 2023 10:32

MA/ZJU

03414-23

4  Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223_MA .M
SVOA CALIBRATION

- C:\DATABASE\NIST20.L
ion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

P57 3730558

TIC: BP016202.D\data.ms

4.399

5.028
7igh 873&%7 1655
9 481

7.969 9.893

O

Time-->

350 400 450 5.00

550 6.00 650 700 750 800 8. 50

9. OO 9.50

10.00 10.50 11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP016202.D\data.ms
19.392

19.716
194745

15.622 17.487

18.316
17 810

1oy 140 ‘113194‘% 81

16.675

12.669

141081

4.240

171.887
15.088.281°

149 6

1825

13.993

18 639

10. égf«] J; 20.192

o

Time-->

12.116 2.823.08713 504
/\1@9 41&1\93

12.00 1250 13.00 13.50

17. 045
5.087
16]353 781

14.00 14.50 1500 1550 1600 1650 1700 1750 1800 1850 19.00 1950 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
2

201598

21.463

21.339

522

21.16

675 21
G T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘

22.692

23.210

TIC: BP016202.D\data.ms

23.810

26.621
23\863

.986

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acg On : 13 Jul 2023 10:32

Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223_MA .M
SVOA CALIBRATION

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.399 80.51 ng/ul 3725240 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 91
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
Abundance  Scan 206 (4.399 min): BP016202.D\data.ms (-201) (-) m/z 82.95 100.00%
83.0
5000 (\\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 4.00 4.20 4.40 4.60 4.80
Ol 143.2_220.7282.63408 428649165494 "4z 54.95 88.66
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 [TTTT [T T T[T T T[T Tt
4.00 4.20 4.40 4.60 4.80
d m/z 42.95 40.73%
G‘\\‘\‘JJ“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.00 4.20 4.40 4.60 4.80
5000 m/z 97.95  34.34%
G‘ \ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 O 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0 4.00 4.20 4.40 4.60 4.80
m/z 38.95 28.84%
5000 Jk
’ ‘ I
0

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acq On : 13 Jul 2023 10:32

Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.028 32.08 ng/ul 1484620 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance  Scan 313 (5.028 min): BP016202.D\data.ms (-307) (-) m/z 42.95 100.00%
43.0
5000 k
101.0 T T T T T
4.80 5.00 5.20 5.40
G ‘ TT \J\ ‘x\l T \l\ l‘ TTTT ‘ TT \2\0‘\8\.\7\ ‘2\\8\]-\.‘()§3\\8‘.\9\ \4.e5\.\0\\ ‘ \4.\8\?.‘(\)\5\4.\4‘..\6 m/z 59.00 56. 12(y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T[T I [ TT o T [ TTTTTTT
4.80 5.00 5.20 5.40
m/z 101.00 19.50%
101.0
G‘\‘\“\‘1\“\\\‘\l“\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .36%
101.0
G‘\\”\H\‘|\\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentan0ne, 4-hydr0Xy-4-methy|- T T T T
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.86%
5000
101.0
G‘\\‘l\“\“\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acg On : 13 Jul 2023 10:32

Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223_MA .M
SVOA CALIBRATION

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 3 3-Buten-2-one, 4-phenyl-, (E)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.193 3.16 ng/ul 345121  Acenaphthene-d10 14.616
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 97
2 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 93
3 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 93
4 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 90
5 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 90

Abundance Scan 1701 (13.193 min): BP016202.D\data.ms (-1696) () ~ m/z 102.90 100.00%
102.9

5000
42'9 T ‘ T T ‘ T
‘ 193.0 280.6340.8 1399 1350
G ‘ LI l \H\‘“‘\ \\‘ \u\ T ‘ UL ‘.\ TTT ‘ T \‘ \.‘ LI ‘.\ TTT ‘4\.2\\8\.‘9\4\.8\\9‘.]\-\5\4\.‘8\.7 m/Z 130.90 77.97(y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24939: 3-Buten-2-one, 4-phenyl-, (E)-
131.0
5000 ”“A P T
510 13.00 13.50

m/z 144.85  64.64%

ol

BEERABEERERE \H\H\‘H\\‘H\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24936: 3-Buten-2-one, 4-phenyl-, (E)-
103.0
T ‘ T T ‘ T

o

13.00 13.50
m/z 77.00 49.90%
5000 430
G‘\‘\l\l\l\l‘l\”\\“\‘\ \“\H\‘H\\‘H\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24942: 3-Buten-2-one, 4-phenyl-, (E)- T T
131.0 13.00 13.50
m/z 145.85 44 _.36%
5000 51.0
G‘\‘\‘\I\l\“\h\\“\‘\\‘\H\‘H\\‘H\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘\ T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acg On : 13 Jul 2023 10:32

Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223_MA .M
SVOA CALIBRATION

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.987 9.12 ng/ul 995330  Acenaphthene-d10 14.616
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Methanone, phenyl-2-pyridinyl- 183 C12HONO 000091-02-1 78

Abundance Scan 2176 (15.987 min): BP016202.D\data.ms (-2171) ()  m/z 104.90 100.00%

104.9
5000 181.8
T ‘ T
39 16.00
ol P k206,98 355:4418.9 4996 ' “nyz 76.95  70.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 U
16.00
m/z 181.85  49.98%
27.0‘ \
G \\‘\‘\‘\\”\\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T ‘ T
16.00
0,
27.0 \
G \\‘\\‘\\”\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone T
105.0 16.00
m/z 49.90 9.72%
182.0
5000
0 \H\J\\”\\‘\\\\‘h\\\l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\
Data File : BP016202.D

Acg On : 13 Jul 2023 10:32
Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ P\Methods\SFAM-EPA-BP071223_MA_M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 5 1,1"-Biphenyl, 4-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.887 17.19 ng/ul 2553800 Phenanthrene-d10 17.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1"-Biphenyl, 4-nitro- 199 C12HINO2 000092-93-3 99
2 1,1"-Biphenyl, 4-nitro- 199 C12HINO2 000092-93-3 98
3 1,1"-Biphenyl, 4-nitro- 199 C12HINO2 000092-93-3 96
4 1,1"-Biphenyl, 3-nitro- 199 C12HINO2 002113-58-8 90
5 1,1"-Biphenyl, 3-nitro- 199 C12HINQ2 002113-58-8 89
Abundance Scan 2499 (17.887 min): BP016202.D\data.ms (-2494) () |« m/z 151.90 100.00%
151.9
5000 M
‘ T T ‘ T
779 | 280 17.50 18.00
G‘ f J‘“ J \|\"\ "‘ T \lw e \\ \2\(")\9\.\9\ T \.‘ \3\4\0‘\8\4\.(\)‘0\\9\4\.?\9\\5\5‘]\-\8\\5‘ T m/Z 198-90 83-65(y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74818: 1,1'-Biphenyl, 4-nitro-
199.0
5000 — e
141 17.50 18.00
0/
76.0 m/z 168.85  33.50%
G:‘l8\.'uU‘J\“\“\““\"\"\‘\ \\\H R RN RN R
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #74825: 1,1'-Biphenyl, 4-nitro-
152.0
‘ T T ‘ T
17.50 18.00
5000 m/z 152.85 28.80Y%
76.0
G""l‘|l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74822: 1,1'-Biphenyl, 4-nitro- /\{\7 =
152.0 17.50 18.00
m/z 150.90 28.69%
5000
i /\/\\ p\\
()]-G.MX“‘I‘|J ‘ T T ‘ T \/k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP071323\

Data File : BP016202.D

Acq On : 13 Jul 2023 10:32 Instrument :
Operator : MA/JU BNA_P

Sample - 03414-23 ClientSampleld :
Misc - A4667

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\SFAM-EPA-BP071223_MA .M
SVOA CALIBRATION

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

FAEEAEEAIEAXAXEIAXEAAAAXAEAAXAXAXAXAAAAXAAAAXAXAXAXAXAXAAAAXAXAAXAXAAXALAAALAAAAAAAXA XXX

Peak Number 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.245 4.71 ng/ul 699215  Phenanthrene-d10 17.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2560 (18.245 min): BP016202.D\data.ms (-2555) (- m/z 72.95 100.00%
73.0
5000 Mﬁykkwwme\wawwyﬁvﬁ
2130 = —
Wi o
Ol '4‘%!”‘_‘“““«?‘H_?439“‘9994‘?94‘??94_ m/z 59.95 84.93%
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 43.00 83.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
T ‘ T T ‘ T
18.00 18.50
m’ 213.0
G‘\\\‘ \\\‘\\Jl“\“\\\“\\\\\\“\\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid P —
43.0 18.00 18.50
m/z 57.00 68.05%
5000 256.0
129.0
G‘\\\‘“ ‘“'thul}?lb T ‘ T T ‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA P\Data\BP071323\
Data File : BP016202.D

Acg On : 13 Jul 2023 10:32
Operator : MA/JU

Sample - 03414-23

Misc :

ALS Vial : 4 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|
3-Penten-2-one,... 4.399 80.5 ng/ul 3725240 1 7.969 925452 20.0
2-Pentanone, 4-... 5.028 32.1 ng/ul 1484620 1 7.969 925452 20.0
3-Buten-2-one, ... 13.193 3.2 ng/ul 345121 3 14.616 2182870 20.0
Benzophenone 15.987 9.1 ng/ul 995330 3 14.616 2182870 20.0
1,1"-Biphenyl, ... 17.887 17.2 ng/ul 2553800 4 17.381 2971990 20.0
n-Hexadecanoic ... 18.245 4.7 ng/ul 699215 4 17.381 2971990 20.0
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