LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc :

ALS vial : 9 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-BG031822.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52832.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.553 24 28 32 rvB6 5994 7933 0.44% 0.058%
2 3.670 46 48 50 rBv3 2203 2442 0.14% 0.018%
3 3.741 58 60 63 rVB3 2495 1809 0.10% 0.013%
4 3.976 97 100 108 rBvV2 24065 42344  2.36% ©0.309%
5 4.516 190 192 195 rBV3 1720 1941 0.11% 0.014%
6 4.763 232 234 236 rVW 2740 2333  0.13% 0.017%
7 4.851 245 249 253 rVB5S 3724 5848 ©0.33% 0.043%
8 4.945 262 265 268 rVW4 1841 2189 0.12% 0.016%
9 4.974 268 270 273 rVB4 1993 2131 0.12% 0.016%
106 5.286 321 323 326 rBV2 2250 2071 0.12% 0.015%
11 5.867 418 422 425 rVB3 1468 1976 0.11% 0.014%
12 6.590 543 545 552 rBv4 1434 2189 0.12% 0.016%
13 6.936 602 604 608 rBv2 1301 1796 0.10% 0.013%
14 7.283 657 663 673 rVB2 33509 61222  3.42% 0.447%
15 7.459 685 693 701 rBV 108442 189056 10.55% 1.379%
16 7.671 719 729 737 rVB2 111791 194370 10.85% 1.418%
17 7.771 741 746 753 rVB2 2038 3197 0.18% 0.023%
18 8.141 802 809 816 rBV 93433 157593 8.80% 1.150%
19 8.834 919 927 937 rVB2 96154 169240 9.45% 1.235%
20 9.298 999 1006 1016 rVB 157014 282940 15.79% 2.064%
21 9.738 1078 1081 1084 rBV3 1599 2029 0.11% 015%

22 10.026 1122 1130 1140 rVB 130851 236781 13.22%
23 10.567 1215 1222 1230 rBV 177973 322011 17.97%
24 10.954 1280 1288 1298 rVB 133414 245777 13.72%

NRNROO
w
N
0
3R

25 11.078 1300 1309 1319 rBV 168327 307749 17.18% 245%
26 12.458 1538 1544 1549 rVB2 6126 9107 0.51% 066%
27 12.529 1549 1556 1560 rBV2 4132 6629 0.37% 048%

28 14.156 1825 1833 1841 rBV 446639 671482 37.48%

NURhROO®
00
O
]
R

29 14.456 1875 1884 1892 rBV 464282 738656 41.23% 389%
30 14.761 1927 1936 1946 rVB2 255698 403377 22.52% 943%
31 14.931 1959 1965 1976 rBV2 40203 75753  4.23% 0.553%
32 15.554 2068 2071 2077 rVB5 3023 4313 0.24% 0.031%
33 15.754 2097 2105 2113 rBV 627802 1006357 56.18% 7.343%
34 15.854 2116 2122 2133 rVV 221493 330973 18.48%  2.415%
35 15.977 2141 2143 2144 rW2 2498 2028 0.11% 0.015%
36 15.995 2144 2146 2150 rVB4 2765 3566 ©0.20% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc :

ALS vial : 9 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-BG031822.M
Title : SVOA CALIBRATION
37 17.187 2345 2349 2353 rBV3 1796 2509 0.14% 0.018%
38 17.504 2397 2403 2413 rVW 367345 557387 31.11% 4.067%
39 17.604 2413 2420 2428 rVV 782157 1175760 65.63% 8.578%
40 17.675 2430 2432 2435 rVV3 1767 1918 0.11% 0.014%
41 17.728 2439 2441 2445 rBV2 1485 2397 0.13% 0.017%
42 17.822 2455 2457 2460 rVB2 1645 1795 0.10% 0.013%
43 17.875 2462 2466 2467 rBV3 3569 3530 0.20% 0.026%
44 18.162 2510 2515 2520 rVV2 23434 29287 1.63% 0.214%
45 18.362 2547 2549 2550 rBV 2540 2192 0.12% 0.016%
46 18.386 2550 2553 2559 rVB3 7341 9367 ©0.52% 0.068%
47 18.433 2559 2561 2564 rBv4 1451 1844 0.10% 0.013%
48 18.615 2590 2592 2595 rBv4 1432 1986 ©0.11% 0.014%
49 18.809 2622 2625 2629 rVB4 6711 7491 0.42% 0.055%
50 18.873 2634 2636 2639 rBV4 2830 2898 0.16% 0.021%
51 19.026 2661 2662 2666 rBV4 2042 1891 0.11% 0.014%
52 19.278 2703 2705 2706 rBv2 3208 2156 0.12% 0.016%
53 19.290 2706 2707 2709 rVV2 4272 3585 0.20% 0.026%
54 19.325 2709 2713 2718 rVW2 56935 64781 3.62% 0.473%
55 19.361 2718 2719 2722 rVB2 4357 2315 0.13% 0.017%
56 19.396 2722 2725 2727 rBV3 2070 2651 0.15% 0.019%
57 19.455 2730 2735 2739 rBV4 17443 24450 1.36% 0.178%
58 19.519 2740 2746 2749 rBV 13621 19381 1.08% 0.141%
59 19.549 2749 2751 2755 rVB3 7330 8930 0.50% 0.065%
60 19.654 2765 2769 2774 rBV7 5037 8807 0.49% 0.064%

61 19.884 2802 2808 2817 rBV 973066 1445782 80.70% 10.549%

62 19.960 2819 2821 2823 rBV2 2102 2320 0.13% 0.017%
63 20.113 2844 2847 2849 rBV4 2693 3766 0.21% 0.027%
64 20.183 2857 2859 2860 rBV2 3693 2487 0.14% 0.018%
65 20.371 2889 2891 2895 rBV4 3282 4307 ©0.24% 0.031%
66 20.442 2901 2903 2904 rBV2 4439 2599 0.15% 0.019%
67 21.423 3068 3070 3073 rBV3 8108 6723 0.38% 0.049%
68 21.675 3109 3113 3117 rVB 21910 30662 1.71% ©.224%
69 21.793 3126 3133 3140 rBV 383953 643644 35.93% 4.696%
70 22.122 3187 3189 3191 rBV3 5927 5576 0.31% 0.041%
71 23.003 3334 3339 3345 rVB9 16680 33648 1.88% ©.246%
72 24.048 3515 3517 3518 rBV2 6147 3502 0.20% 0.026%

73 24.883 3647 3659 3670 rBV2 486672 1420413 79.29% 10.364%
74 25.106 3688 3697 3715 rVB3 206131 657084 36.68% 4.794%
75 26.621 3953 3955 3957 rBV3 5060 4843  ©.27% ©.035%
76 27.086 4032 4034 4036 rBV3 5160 2505 0.14% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc

ALS vial : 9 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-BG031822.M
Title : SVOA CALIBRATION

77 27.726 4141 4143 4144 rBV2 5873 3777 0.21% 0.028%
78 28.531 4278 4280 4282 rBV2 5385 5935 0.33% 0.043%
79 28.695 4306 4308 4309 rBV2 5313 3757 0.21% 0.027%
80 29.241 4399 4401 4405 rBV5 5433 4925 0.27% 0.036%
81 30.017 4522 4533 4545 rVB3 38212 162669 9.08% 1.187%
82 30.187 4560 4562 4564 rBV3 5793 4505 0.25% 0.033%
83 31.626 4805 4807 4810 rBV4 5331 4464 0.25% 0.033%
84 31.732 4823 4825 4826 rBV2 4903 3702 0.21% 0.027%
85 31.979 4865 4867 4868 rBV2 5273 3526 0.20% 0.026%

86 32.120 4872 4891 4910 rVB3 318119 1791462 100.00% 13.071%

87 32.572 4967 4968 4969 rBV 5123 2149 0.12% 0.016%
88 32.619 4974 4976 4978 rBV3 5001 4647 0.26% 0.034%
Sum of corrected areas: 13705895
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG032522\
BG052832.D

: 25 Mar 2022 16:43

: CG/JU

: N2079-09

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG052832.D\data.ms
800000
600000
400000
200000 9.208 105671%073
: 10.026
743871 g141  8.834
0@&1.5@7&%.2&36 5867  6.5906.936 o1 7771 9.738 1224589
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\ ‘\\\\‘\ "\\\\‘\\\\‘\\\\‘\\\\’\
Time-> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG052832.D\data.ms
19.884
800000 17.604
15.754
600000
456
14.138 21.793
400000 17.504
14.761 1h 854
200000
. 21.486
o i\ 15.55M15.985 ] 42 222122
- T \\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 13550 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 2050 21.00 2150 22.00 22.50
Abundance TIC: BG052832.D\data.ms
800000
600000
24.883
400000 32.120
5.106
200000
0.017
003 24.048 26.62127.086 27.726  28ZBE95 29.241 3Q187 3BEIW2979 T25
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\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 6-Octadecenoic acid, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.326 2.32 ng/ul 64781  Phenanthrene-di0 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 95
2 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 93
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
Abundance Scan 2713 (19.325 min): BG052832.D\data.ms (-2709) (- | m/z 55.15 100.00%
SE
5000
97.2
222.3 264.1
M 8.2 180.3 ‘ 340. 19.00 19.50
0! HMM‘M h‘\w [T L L ‘\\‘ I m/z 69.15 56.60%
m/z--> 50 100 150 200 250 300
Abundance #176219: 6-Octadecenoic acid, (Z)-
55.0
5000 97.0 g A P
264.0 19.00 19.50
m/z 41.15 54.22%
37.0 180.0 222.0
olt8. P S NG B A
miz--> 50 100 150 200 250 300
Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
19.00 19.50
5000 97.0 m/z 43.10  42.68%
166.0 208.0 2500
miz--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)-
55.0 19.00 19.50
m/z 74.15 41.02%
5000 97.0
37.0 1800 2220 ‘
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 Phthalic acid, 3-methylbut-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
30.017 4.95 ng/ul 162669  Perylene-di2 25.112
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 3-methylbut-3-eny... 388 C24H3604 1000357-10-9 64
2 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 64
3 Phthalic acid, 4-methylhept-3-yl... 432 C27H4404 1000377-94-6 64
4 Phthalic acid, 3-methylbutyl pen... 306 C18H2604 1000356-80-5 59
5 Phthalic acid, 3,4-dimethylpheny... 424 C27H3604 1000309-82-5 59

Abundance Scan 4533 (30.017 min): BG052832.D\data.ms (-4522) (- | m/z 149.05 100.00%

149.1
5000

431 30,00
5.2 208.1 321.3
L2052 | 2081 ST 429 o 4315 12.99%

miz--> 50 100 150 200 250 300 350 400
Abundance #294210: Phthalic acid, 3-methylbut-3-enyl undecyl ester
149.0
My MWMNWW

5000 68.0 30 00
m/z 57.10 12.35%

e 2160 3210 ggg9
T ‘ LI T T ‘ TT T ‘ L ‘ L ‘ LI ‘ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #332904: 1,2-Benzenedicarboxylic acid, diundecyl ester
149.0

o

o

30.00
5000 ITI z 55.10 8.64%
43.0 321.0
A 270 |
ol e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #319109: Phthalic acid, 4-methylhept-3-yl undecyl ester
149.0 30. 00
m/z 150.0 7.93%
5000
57.0 1040 321.0
ol b e e
m/z--> 50 100 150 200 250 300 350 400 30 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©31822.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 Phthalic acid, 2-(4-bromoph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

32.120  54.53 ng/ul 1791460  Perylene-di12 25.112
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-(4-bromophenoxy... 476 C24H29Bro5 1010382-89-7 50
2 4-(Diphenylphosphino)-N,N-dimeth... 305 C20H20ONP 000739-58-2 37
3 2-(3-{[2-(1H-Indol-3-yl)-1,1-dim... 435 C25H33N302Si  1000408-41-9 36
4 tri(2-Ethylhexyl) trimellitate 546 C33H5406 003319-31-1 32
5 2H-Furo[2,3-H]chromen-2-one, 8,9... 305 C19H15NO3 1000271-14-0 25

Abundance Scan 4891 (32.120 min): BG052832.D\data.ms (-4872) (- m/z 305.15 100.00%

305.1
5000
571 193.1
— —
113.2 32.00 32.50
417.3
0 ‘1-\\*24&8\\ m/z 57.15 40.68%

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

Abundance #333214: Phthalic acid, 2-(4-bromophenoxy)ethyl octyl es
193.0 305.0

—

5000 et N
32.00 32.50
m/z 193.05  35.22%

43.0 120.0 476.(

0 \\\\H“\\‘\\“\J\\\Ji”\\“H‘i‘\\H‘HH‘HH‘HH‘HH‘HH

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

Abundance #205950: 4-(Diphenylphosphino)-N,N-dimethylaniline
305.0

N

197.0 T ‘ :
32.00 32.50
5000 m/z 70.15 23.75%

510 107.0 ‘M
Locede b

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #320004: 2-(3-{[2-(1H-Indol-3-yl)-1,1-dimethylethyl]Jaming
305.0

o

—

e e
32.00 32.50
m/z 71.15 23.30%

5000
70.0 130.0

—

150 T Mm Lt 1‘\‘ L \.1‘56-0 249.0 420.0

T ey
m/z--> 0 50 100 150 200 250 300 350 400 450 32.00 32.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32522\
Data File : BG@52832.D

Acqg On : 25 Mar 2022 16:43
Operator : CG/JU

Sample : N2079-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG031822.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|
6-Octadecenoic ... 19.326 2.3 ng/ul 64781 4 17.504 557387 20.0
Phthalic acid, ... 30.017 5.0 ng/ul 162669 6 25.112 657084 20.0
Phthalic acid, ... 32.120 54.5 ng/ul 1791460 6 25.112 657084 20.0
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