LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acqg On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

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-BG©22323.M
Title : SVOA CALIBRATION
Signal : TIC: BGO56802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.702 24 28 35 rvB5 2316 3942 0.29% 0.047%
2 4.143 100 103 111 rBV 13866 23765 1.77% 0.280%
3 4.384 141 144 145 rBV2 1736 1782 0.13% 0.021%
4 5.059 255 259 265 rBV5S 1371 3445 0.26% 0.041%
5 6.088 432 434 440 rVB2 1251 1821 ©.14% 0.021%
6 7.539 675 681 688 rBV2 20210 33883 2.52% 0.400%
7 7.721 705 712 721 rVB 51031 86003 6.40% 1.015%
8 7.938 743 749 756 rVB 53796 91301 6.79% 1.078%
9 8.414 824 830 837 rBvV 57095 95420 7.10% 1.126%
10 9.102 942 947 954 rVB3 50927 87133 6.48% 1.028%

11  9.589 1023 1030 1040 rVB 71324 131826 9.81%
12 10.318 1148 1154 1162 rVB3 61956 106678  7.94%
13 10.859 1238 1246 1254 rBV 90940 157868 11.75%
14 11.e70 1279 1282 1285 rVB3 1476 1565 0.12%
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15 11.258 1306 1314 1325 rVB 85095 151418 11.27% 787%
16 11.376 1325 1334 1342 rBV 82438 147027 10.94% 1.735%
17 12.803 1574 1577 1583 rVB3 1229 2193 0.16% ©0.026%
18 13.732 1732 1735 1740 rBV4 2629 3062 0.23% ©.036%
19 14.407 1843 1850 1857 rBV 215679 300029 22.33%  3.541%
20 14.719 1896 1903 1910 rBV 222502 344213 25.61% 4.063%
21 14.989 1943 1949 1953 rBV 934397 1343795 100.00% 15.861%
22 15.171 1976 1980 1986 rBV 23112 36460 2.71% ©0.430%
23 15.718 2070 2073 2077 rBV3 3499 4391 0.33% 0.052%
24 15.759 2077 2080 2083 rV4 2345 2763 0.21% ©.033%
25 15.794 2083 2086 2091 rVB3 928 1701 0.13% ©.020%
26 16.000 2115 2121 2129 rVB 279601 446795 33.25% 5.273%
27 16.099 2132 2138 2144 rBV 63298 89316 6.65% 1.054%
28 16.352 2177 2181 2184 rBV 1613 2221 0.17% ©.026%
29 17.756 2413 2420 2426 rBV 200779 315307 23.46%  3.722%
30 17.850 2430 2436 2444 rVV 352365 531176 39.53% 6.269%
31 18.220 2496 2499 2500 rBV 1405 1577 0.12% ©.019%
32 18.262 2503 2506 2508 rvv2 1329 1890 ©.14% 0.022%
33 18.385 2523 2527 2532 rBVS5 5092 9045 0.67% 0.107%
34 18.497 2544 2546 2551 rVB 1867 2204 0.16% ©0.026%
35 18.673 2571 2576 2579 rBV 2472 3460 0.26% ©0.041%
36 18.814 2595 2600 2609 rBV 73664 112470 8.37% 1.327%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acqg On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

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-BG©22323.M
Title : SVOA CALIBRATION
37 19.454 2705 2709 2713 rBV3 2030 2766 ©.21% 0.033%
38 19.683 2743 2748 2751 rVB3 4427 7074 0.53% 0.083%
39 19.748 2754 2759 2762 rVV3 4228 6715 0.50% 0.079%
40 19.924 2779 2789 2791 rBV5 6321 12557 0.93% 0.148%
41 20.001 2791 2802 2803 rBv8 18645 44562  3.32% 0.526%
42 20.112 2815 2821 2829 rVB 437539 630943 46.95% 7.447%
43 20.218 2837 2839 2842 rVB3 2243 2498 0.19% 0.029%
44 20.259 2843 2846 2848 rVV4 1799 2065 ©.15% 0.024%
45 20.588 2900 2902 2906 rVBS 2986 2634 0.20% 0.031%
46 20.624 2906 2908 2913 rBV3 1809 2950 0.22% 0.035%
47 20.859 2946 2948 2950 rBV2 2598 2675 ©0.20% 0.032%
48 21.035 2975 2978 2981 rVB3 1258 1662 0.12% 0.020%
49 21.235 3009 3012 3013 rBV3 1702 2040 0.15% 0.024%
50 21.352 3030 3032 3033 rBV 3074 2319 0.17% 0.027%
51 21.440 3045 3047 3049 rVB3 2354 1959 0.15% 0.023%
52 21.599 3072 3074 3075 rBV2 2117 1689 0.13% 0.020%
53 21.646 3075 3082 3088 rVV 753235 1004763 74.77% 11.859%
54 21.705 3091 3092 3097 rVB5 2002 1931 0.14% 0.023%
55 21.899 3122 3125 3126 rBV3 2417 2012 ©.15% 0.024%
56 21.940 3130 3132 3135 rVB3 2417 1768 0.13% 0.020%
57 22.063 3146 3153 3160 rVB 191349 338752 25.21%  3.998%
58 22.280 3187 3190 3191 rBV3 2071 2132 ©0.16% 0.025%
59 22.439 3216 3217 3220 rBV3 1965 1618 0.12% 0.019%
60 22.633 3249 3250 3252 rBV2 2046 1609 0.12% 0.019%
61 22.739 3265 3268 3271 rBV4 1798 2880 0.21% 0.034%
62 22.862 3285 3289 3294 rBV7 6832 14455 1.08% 0.171%
63 23.250 3354 3355 3357 rBvV2 2189 1849 0.14% 0.022%
64 23.532 3402 3403 3406 rvVB3 1847 1772 0.13% 0.021%
65 23.608 3414 3416 3417 rBvV2 1966 1608 ©0.12% 0.019%
66 23.626 3417 3419 3422 rW3 2806 2820 0.21% 0.033%
67 23.990 3477 3481 3484 rVB6 1539 1914 0.14% 0.023%
68 24.014 3484 3485 3487 rBvV2 3202 2057 ©0.15% 0.024%
69 24.049 3489 3491 3493 rBvV2 2162 2241 0.17% 0.026%
70 24.119 3501 3503 3506 rVB4 2450 2006 ©.15% 0.024%
71 24.454 3558 3560 3562 rBV3 2037 1584 0.12% 0.019%
72 24.472 3562 3563 3568 rBV5 1173 1650 0.12% 0.019%
73 24.707 3598 3603 3607 rBV6 2663 6786 ©0.50% 0.080%
74 24.754 3607 3611 3612 rBV4 2934 3274 0.24% 0.039%
75 24.977 3647 3649 3652 rBV4 2176 2101 0.16% 0.025%
76 25.242 3692 3694 3696 rVB2 1607 1544 0.11% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acqg On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

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-BG©22323.M

Title : SVOA CALIBRATION

77 25.342 3698 3711 3724 rVV2 204633 608310 45.27% 7.180%
78 25.588 3742 3753 3767 rVB3 106776 336495 25.04% 3.972%
79 26.105 3840 3841 3845 rVB3 2297 2156 0.16% 0.025%
80 26.810 3960 3961 3966 rvvs 2310 3258 0.24% 0.038%
81 27.216 4028 4030 4033 rVB2 2305 2046 0.15% 0.024%
82 27.345 4040 4052 4064 rVB3 67957 232151 17.28% 2.740%
83 27.939 4151 4153 4156 rVB3 2209 1951 0.15% 0.023%
84 27.997 4162 4163 4165 rBvV2 2242 1595 0.12% ©0.019%
85 28.038 4168 4170 4171 rBV2 1831 1554 0.12% 0.018%
86 28.103 4178 4181 4182 rBvV2 1678 1641 0.12% 0.019%
87 28.344 4218 4222 4226 rVV4 2811 3734 0.28% 0.044%
88 28.432 4235 4237 4240 rVB2 2026 1855 0.14% 0.022%
89 28.984 4329 4331 4334 rBvV3 1381 1764 0.13% 0.021%
90 29.096 4348 4350 4352 rBvV3 2129 2016 0.15% 0.024%
91 29.842 4474 4477 4479 rBV3 1991 2734 0.20% ©0.032%
92 30.506 4589 4590 4595 rvB4 1592 1626 0.12% 0.019%
93 30.665 4599 4617 4634 rVV6 91816 442862 32.96% 5.227%
94 31.575 4769 4772 4774 rVBS 2462 2083 0.16% 0.025%
95 31.593 4774 4775 4778 rBV3 1561 1801 0.13% 0.021%
96 32.010 4845 4846 4848 rBvV2 2226 1548 0.12% 0.018%
97 32.028 4848 4849 4853 rVvv3 1607 1962 ©.15% ©0.023%
98 32.169 4871 4873 4876 rVB4 2017 2056 ©0.15% 0.024%
99 32.410 4913 4914 4917 rBV3 1708 1821 0.14% 0.021%
100 32.545 4933 4937 4939 rBV5 2373 2325 0.17% 0.027%

Sum of corrected areas: 8472463
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG056802.D\data.ms

800000
600000
400000

200000

4.1 7 414 9 10.85
3.702 ﬁ?} 771938 8.41 9.102 .589 10.318 91236
- i 2384 5.059 6.088 7.53 A /\ ﬁ A |

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG056802.D\data.ms
14.989

800000 21,646

600000

20.112

400000 17.850

16.000

14.40#.719
200000 17.756 22.063
16.099 18.814
13.732 15171 1wy 16.352 R 10450 e

O L e e e e . e e e s e e e R I e e e e e e B e

Time--> 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 TIC: BG056802.D\data.ms

800000

600000

400000

25.342
200000
5.588
27,345 30.665

23.2583 6RFAIMEIN, AZA TR, 242 26.105 26.8127.216  7ESNEETRA82 229896  29.842 30.5;2{3k 31.5PB230PHF92 15!

Om\\\r\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.814 7.13 ng/ul 112470  Phenanthrene-di10 17.750
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 98
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 95
3 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 72
4 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 64
5 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64

Abundance Scan 2600 (18.814 min): BG056802.D\data.ms (-2595) (- | m/z 263.15 100.00%

2638.1
5000

57.1
670 115.0 ‘70 1851 2192 | ‘ 1850 19.00
[ NEPTHESIIANS: 4SS Y P GBS I A B m/z 278.15  23.44%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
26B.0
5000 U
18.50 19.00

57.0 m/z 57.10 18.67%

: 147.0
Ll 910ye9 | 1ss0 30 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0

o

18.50 19.00
5000 m/z 264.15 16.89%
57.0
0 Ly \‘ | 119\0 I 14‘7 O\ 185.0 \21\‘9 0 ‘ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #171024: Cyanic acid, (1-methylethylidene)di-4,1-phenyle e
263.0 18. 50 19. 00
m/z 147.00 11.32%
5000
a0 160 160.0
: amg || ooz
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 18. 50 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.001 2.63 ng/ul 44562  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(Phenylthioxomethyl)morpholine 207 C11H13NOS 002032-36-2 38
2 1,3,6-Heptatriene, 2,5,6-trimethyl- 136 C10H16 042123-66-0 25
3 3-Furancarboxamide, 2,3-dihydro-... 189 C11H11NO2 136309-88-1 18
4 1,1,2,2-Tetramethyl-5-methyliden... 218 C16H26 1010387-38-1 15
5 N-(2-Acetylcyclopentylidene)cycl... 207 C13H21NO 1000100-48-5 14

Abundance Scan 2802 (20.001 min): BG056802. D\data ms (-2791) (- 'm/z 93.00 100.00%
93.0 20y.

41.0

20.00
H‘_ I m/z 207.05 94.88%

m/z--> 100 150 200 250
Abundance #83661: 4-(Phenylthioxomethyl)morpholine
121.0
207.0

5000
430 77.0 20,00
m/z 81.80 88.54%

‘ ‘ 174.0

T T \‘ ‘ ‘ T \ T \‘ T \‘ 1 T ‘ T ‘ T H T T ‘ “\ T T T ‘ T T T

miz--> 50 100 150 200 250

Abundance #18132: 1,3,6-Heptatriene, 2,5,6-trimethyl-
93.0

2000
5000 m/z 67.05 87.06%

136.0
m/z--> 100 150 200 250
Abundance #63692.3—Furancarboxanﬂde,2,34ﬂhydro—N—phenyL

| H L
69.0 20 00
m/z 121.00 79.11%

5000
39.0
‘ 121.0 189.0
pl L 1590

miz--> 50 100 150 200 250 20,00

5000

o

o

o

5

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 3 Carbonic acid, bis(2-ethylh... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.646  59.32 ng/ul 1004760  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 58
2 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803 1000383-13-7 53
3 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 53
4 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 50
5 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 43
Abundance Scan 3082 (21.646 min): BG056802.D\data.ms (-3075) (- | m/z 57.05 100.00%
57.0
5000 112.1 239.2
— —
21.50 22.00
157.1
o Jhl b 20 1994 | ‘&?7‘1"4‘ 81L. n/z 71.05  71.77%
m/z--> 50 100 150 200 250 300
Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester
57.0
112.0
5000 e —
21.50 22.00
m/z 70.10  71.60%
OZalo “‘\ ”“ \“\“ \“\ \145‘0\ B B B e B B B B
miz--> 50 100 150 200 250 300
Abundance #217468: Carbonic acid, decyl 2-ethylhexyl ester
57.0
—— —
112.0 21.50 22.00
5000 ITI/Z 43.05 61.83%
02‘6“*‘0““““‘ 450 2080
miz--> 50 100 150 200 250 300
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester —— ——
57.0 21.50 22.00
m/z 55.05 48.13%
112.0
5000
0280 — — —
m/z--> 50 100 150 200 250 300 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 Octanoic acid, 1-(hydroxyme... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.345 13.80 ng/ul 232151  Perylene-di12 25.588
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid, 1-(hydroxymethyl)... 344 C19H3605 060514-48-9 50
2 Caprylic anhydride 270 C16H3003 000623-66-5 47
3 Octanoic acid, 4-cyano-2,6-diiod... 497 C15H17I2NO2 003861-47-0 47
4 3-Fluoro-5-methoxypyridine 127 C6H6FNO 1060801-62-8 47
5 2-Fluoro-5-methoxypyridine 127 C6H6FNO 136888-79-4 43
Abundance Scan 4052 (27.345 min): BG056802.D\data.ms (-4040) (- | m/z 127.05 100.00%
127.1
57.1
5000
243.2
” 297.1 369.3 27.00 27.50
0 _“‘u“‘u\‘\mu‘mHmJ_HMMHW:H_wa m/z 57.16  77.89%
m/z--> O 50 100 150 200 250 300 350 400 450 500
Abundance #253380: Octanoic acid, 1-(hydroxymethyl)-1,2-ethanediy
127.0
57.0
5000
2700 2750
187.0 m/z 243. 22.72%
O \J\ ‘\N‘Jl\ui \‘L\J‘ ‘!J‘\ T \“\ ‘\\\2\4\'2‘.(\)\ \\3‘1\3\\0\ [T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160981: Caprylic anhydride
127.0
2700 2750
s000{ 970 m/z 43.10 18.75%
Y OO - ¥ H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #337451: Octanoic acid, 4-cyano-2,6-diiodophenyl ester
127.0 27.00 27.50
57.0 m/z 41.00 16.85%
5000
ol i ” L, 189.02430298.0 371.0 497.1
‘H“‘H"H“_“‘_“w“u“‘u“H“H“‘H““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BGO56802.D

Acq On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
30.665 26.32 ng/ul 442862  Perylene-d12 25.588
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Succinic acid, 3,4-difluorobenzy... 398 C22H32F204 1000381-74-9 38
2 1,2-Dioctanoyl-sn-glycerol, 0O-ac... 386 C21H3806 1000452-09-1 38
3 2-Isopropyl-1,5,9-trimethyldecan... 368 C24H4802 1010432-40-5 35
4 Octanoic acid, 4-cyano-2,6-diiod... 497 C15H17I2NO2 003861-47-0 35
5 Spiro[bicyclo[2.2.1]heptane-2,2"'... 212 C12H2003 035972-92-0 30

Abundance Scan 4617 (30.665 min): BG056802.D\data.ms (-4599) (- | m/z 127.10 100.00%

57.0 127.1
5000
243.2

‘ ‘ H 200.6 ‘ 2971  369.3 3o 50 31 oo
ey ;MHM‘“, s b L L sz 57,05 85.93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #300805: Succinic acid, 3,4-difluorobenzyl undecyl ester
127.0

o

5000 =
57.0 30 50 31.00
2260 m/z 155.05 51.58%
398.(
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Abundance #292477: 1,2-Dioctanoyl-sn-glycerol, O-acetyl-
127.0
—r
57.0 30 50 31.00
5000 m/z 43.00 34.02%
243.0
ols0 L Ll W0 30
m/z--> 50 100 150 200 250 300 350 400
Abundance #277591: 2-Isopropyl-1,5,9-trimethyldecanyl 2-ethylhexar
127.0 30.50 31.00

m/z 55.10  25.78%

7.
so0] 7O
ol iy, ) 1710 2250 324.0
\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030223\
Data File : BG@56802.D

Acqg On 2 Mar 2023 22:57
Operator : CG/JU

Sample : 01712-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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|
3,5-di-tert-But... 18.814 7.1 ng/ul 1124760 4 17.750 315307 20.0
unknown-01 20.001 2.6 ng/ul 44562 5 22.063 338752 20.0
Carbonic acid, ... 21.646 59.3 ng/ul 1004760 5 22.063 338752 20.0
Octanoic acid, ... 27.345 13.8 ng/ul 232151 6 25.588 336495 20.0
unknown-02 30.665 26.3 ng/ul 442862 6 25.588 336495 20.0
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