LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acqg On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS Vvial : 18 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49389.D

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

# min  scan scan scan TY height area % max. total
1  3.102 5 11 20 rBV2 52915 132798 9.76% 1.148%
2 3.179 20 24 29 rVB2 32794 53536 3.93% 0.463%
3 3.455 67 71 76 rvB2 6381 9468 0.70% 0.082%
4 3,748 117 121 124 rBV3 2263 3396  ©0.25% 0.029%
5 3.878 139 143 155 rBV 69004 138972 10.21% 1.202%
6 4.207 193 199 205 rBv4 6687 10929 0.80% 0.094%
7 6.128 521 526 528 rBv4 2960 3111  ©.23% 0.027%
8 7.215 763 711 722 rBV 151097 279377 20.52%  2.416%
9 7.385 731 740 748 rBV 92395 166662 12.24% 1.441%
10 7.591 768 775 785 rBV 135090 248997 18.29% 2.153%
11 8.061 847 855 861 rBv 81083 144420 10.61% 1.249%
12 8.120 861 865 870 rVv4 2758 5454 0.40% 0.047%
13 8.766 968 975 984 rBV2 190103 341550 25.09%  2.953%
14  9.230 1046 1054 1062 rBV 150252 273404 20.08%  2.364%
15 9.636 1117 1123 1127 rVB2 2365 3312 0.24% 0.029%

16 9.959 1170 1178 1188 rBV 138655 253929 18.65%
17 10.499 1263 1270 1281 rBV 189282 354553 26.05%
18 10.640 1289 1294 1305 rBV3 20311 38994  2.86%
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19 10.881 1328 1335 1343 rVB 109563 199498 14.66% 725%
20 11.016 1350 1358 1366 rBV 178867 332526 24.43% 875%
21 12.474 1604 1606 1610 rVB3 2116 2530 0.19% 022%
22 13.531 1782 1786 1790 rBV4 1554 2691 0.20% 023%

23 14.107 1878 1884 1891 rBV 359865 538501 39.56%
24 14.407 1927 1935 1944 rVB 367312 599336 44.03%
25 14.712 1980 1987 1994 rVB 170223 271394 19.94%
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26 14.906 2011 2020 2031 rBV2 144631 252728 18.57%
27 15.705 2149 2156 2167 rBV 471125 737607 54.19%
28 15.817 2167 2175 2185 rBV 147615 224761 16.51%
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29 15.940 2193 2196 2205 rVB4 5238 8971 0.66% 078%
30 17.321 2427 2431 2432 rBV3 3462 3847 0.28% 033%
31 17.462 2449 2455 2461 rBV 216315 340756 25.03%  2.946%
32 17.562 2464 2472 2480 rVB 544822 828007 60.83% 7.160%
33 18.337 2599 2604 2610 rBV5 13638 19307 1.42% 0.167%
34 18.772 2671 2678 2685 rBV 35937 58761 4.32% ©0.508%
35 18.919 2698 2703 2707 rBV4 2476 3781 0.28% ©0.033%
36 19.277 2760 2764 2767 rVB3 2101 3130 0.23% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acqg On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS Vvial : 18 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-BG070921.M
Title : SVOA CALIBRATION
37 19.407 2782 2786 2791 rBV7 6586 10480 ©.77% 0.091%
38 19.483 2794 2799 2804 rBV2 7430 11816 ©.87% 0.102%
39 19.606 2818 2820 2824 rVB5 3421 4287 0.31% 0.037%
40 19.847 2851 2861 2870 rBV 669868 966386 70.99%  8.356%
41 20.241 2924 2928 2931 rVB5 2119 3232 0.24% 0.028%
42 20.347 2940 2946 2947 rBV4 5637 8572 0.63% 0.074%
43 20.593 2986 2988 2991 rVwv3 3538 3902 0.29% 0.034%
44 20.746 3010 3014 3017 rBv4 4793 5981 ©0.44% 0.052%
45 20.817 3021 3026 3037 rVV 1161308 1361241 100.00% 11.770%
46 20.928 3042 3045 3046 rBvV2 2878 2868 0.21% 0.025%
47 21.011 3057 3059 3062 rVB4 5158 4727 ©.35% 0.041%
48 21.316 3109 3111 3112 rBV2 3733 2627 0.19% 0.023%
49 21.369 3115 3120 3126 rBV2 53976 92098 6.77% 0.796%
50 21.557 3150 3152 3156 rVB5 4260 3537 ©.26% 0.031%
51 21.616 3160 3162 3166 rVB4 3252 3096 ©.23% 0.027%
52 21.739 3177 3183 3191 rVB 242392 389003 28.58%  3.364%
53 21.927 3213 3215 3216 rBV 4572 3233 0.24% 0.028%
54 22.027 3229 3232 3233 rVB3 4418 3527 ©.26% 0.030%
55 22.503 3310 3313 3314 rBV2 2813 3217 ©.24% 0.028%
56 22.568 3317 3324 3329 rBV3 30103 68682 5.05% 0.594%
57 22.855 3372 3373 3377 rVB3 3912 2969 0.22% 0.026%
58 22.920 3382 3384 3387 rBV3 3402 3309 0.24% 0.029%
59 23.096 3412 3414 3416 rBV3 3490 3176 0.23% 0.027%
60 23.261 3437 3442 3447 rVBS8 8408 16831 1.24% 0.146%
61 23.302 3447 3449 3452 rVB4 3268 2868 0.21% 0.025%
62 23.420 3466 3469 3470 rBV3 3087 2670 0.20% 0.023%
63 23.455 3470 3475 3479 rVV6 7626 13420 0.99% 0.116%
64 23.737 3521 3523 3526 rVB4 3192 2849 0.21% 0.025%
65 23.766 3526 3528 3530 rBV3 3287 2953  0.22% 0.026%
66 23.931 3551 3556 3561 rBv8 10857 19612 1.44% 0.170%
67 24.083 3576 3582 3589 rVB4 16965 35970 2.64% 0.311%
68 24.154 3589 3594 3596 rBV5 7536 14192 1.04% 0.123%
69 24.365 3627 3630 3632 rBV4 2545 3044 0.22% 0.026%
70 24.659 3676 3680 3682 rVB5 3255 4061 ©.30% ©.035%
71 24.806 3691 3705 3715 rBV2 362210 984276 72.31%  8.511%
72 25.029 3732 3743 3757 rVB2 145583 446138 32.77%  3.858%
73 25.241 3776 3779 3781 rBV4 2519 2533  0.19% 0.022%
74 25.329 3793 3794 3799 rBV5 3389 4006 ©.29% ©0.035%
75 25.658 3848 3850 3853 rBV3 2109 2647 0.19% 0.023%
76 25.699 3855 3857 3860 rVB4 3759 3214 0.24% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acqg On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS Vvial : 18 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-BG070921.M

Title : SVOA CALIBRATION

77 26.022 3909 3912 3913 rBV3 2631 2962 0.22% 0.026%
78 26.216 3936 3945 3956 rVB5 21295 67575 4.96% 0.584%
79 26.340 3964 3966 3967 rBV 4308 2955 0.22% 0.026%
80 26.557 4000 4003 4005 rVB3 3254 3930 0.29% 0.034%
81 27.321 4132 4133 4138 rVB5 3399 2911 0.21% 0.025%
82 27.456 4155 4156 4162 rBV5S 3807 4305 0.32% 0.037%
83 28.114 4266 4268 4272 rBV5 2087 2573 0.19% 0.022%
84 28.232 4286 4288 4291 rBvV4 2437 3209 0.24% 0.028%
85 28.355 4305 4309 4312 rBvVe6 2825 3630 0.27% 0.031%
86 28.625 4351 4355 4356 rBvV4 3826 3525 0.26% 0.030%
87 28.931 4404 4407 4409 rBvV4 2520 3301 0.24% 0.029%
88 29.271 4463 4465 4467 rBvV2 6862 7640 0.56% 0.066%
89 29.695 4535 4537 4539 rBV3 2883 3056 0.22% 0.026%
990 29.847 4562 4563 4566 rBV3 3655 3472 0.26% 0.030%
91 30.282 4635 4637 4639 rVvv3 3437 2781 0.20% 0.024%
92 30.317 4641 4643 4646 rVB4 3358 3096 0.23% 0.027%
93 30.417 4658 4660 4665 rVB5 2984 4552 0.33% 0.039%
94 30.535 4677 4680 4682 rVB3 5344 4542 0.33% 0.039%
95 30.828 4726 4730 4731 rVB3 2752 2604 0.19% 0.023%
96 30.846 4731 4733 4735 rVB3 4495 2773 0.20% 0.024%
97 31.487 4840 4842 4846 rBV4 3281 4949 0.36% 0.043%
98 31.816 4896 4898 4901 rBV4 2602 2839 0.21% 0.025%
99 32.280 4975 4977 4980 rBV3 2206 2931 0.22% 0.025%
100 32.620 5031 5035 5038 rBvV4 3434 4727 0.35% 0.041%

Sum of corrected areas: 11565082
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Jul 2021 22:18
: CG/JU
: M2970-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
BGO49389.D

: 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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7.2157 591 8.766 9230 9.959 10-49‘;’01;.0116
4192 3.878 .38 8.061 :

&@455.74;{4.207 6.128 /k 8l120 0.636 64 12.474
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG049389.D

20.817
19.847
17.562
15.705
14.10%.407
17462 21.739
147142306 16.817
8.77 21.369
13531 940 173 18.3378,§ 311;19919 200 RPSTROAL1. 2227&
SN 8. 'S AR | N ..M £ 4 S o A 82 LU e - S
300 1350 14.00 1450 1500 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 2100 2150 22.00 22.50
TIC: BG049389.D
24.806
5.029
323255 2B HB(E57 22356 22PBENS628.980.27 D905, FBANPEB0.828  31.4%1.81632.28.6

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.10 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.100 18.39 ng/ul 132798 1,4-Dichlorobenzene-d4 8.067

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 87
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclohexane 84 C6H12 000110-82-7 87
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclohexane 84 C6H12 000110-82-7 72
Abundance  Scan 11 (3.102 min): BG049389.D\data.ms (-5) (-) m/z 56.15 100.00%

56.1
5000

UL
a60. 3.103.203.303.403.50
el by m/z 84,15 58.09%

m/z--> 0 50 100 150 200 250 300 350
Abundance #1643: Cyclohexane
56.0

5000 R RSEREL S
3.103.203.303.403.50

m/z 41.20 57.68%
il

m/z--> 0 50 100 150 200 250 300 350
Abundance #1644 Cyclohexane
56.0

3.103.203.303.403.50

o

o

5000 m/z 55.20  37.56%

miz-> 50 100 150 200 250 300 350

Abundance #1645 Cyclohexane e
56.0 3.103.203.303.403.50

m/z 39.10 36.33%

5000
15 ‘
0 ‘ ‘ H\ Il

I
m/z--> 0 50 100 150 200 250 300 350 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.180 7.41 ng/ul 53536 1,4-Dichlorobenzene-d4 8.067

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72

2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72

3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance  Scan 24 (3.179 min): BG049389.D\data.ms (-20) (-) m/z 73.15 100.00%

73.2
5000 43.1
55.1 87.2

320 340 3.60
H“H“H“_"w“H“Hw‘u“ﬂau“ws‘w“_“w m/z 43.10  45.34%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T A A Ry
3. 20 3.40 3. 60

87.0 m/z 55.15 31.78%

) \ |
|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

3.20 340 3.60

o

o

5000 m/z 87.20 25.52%
430 950
87.0
27.0
b MLl | ;0

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #8502: 2-Methyl-5-hexen-3-ol B
73.0 320 340 3.60

m/z 71.20 12.67%

55.0
43.0
5000
27.0
O 15\0 “M \‘\‘\‘ | \‘ /‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.640 3.91 ng/ul 38994 Naphthalene-d8 10.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
Abundance Scan 1294 (10.640 min): BG049389.D\data.ms (-1289) (- m/z 45.10 100.00%
45.1
5000
P V.
ol el il e T m/z 57.20  90.28%
mlz--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 A m N\
10.50 11.00
ZYT 750 m/z 41.10 47.30%
100.0
0 \\\\"\H\\“‘\‘\\ ”\\‘1“\“\“1‘”}\\\\‘}\3\2'\0‘”\;?3\'\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
10.50 11.00
5000 m/z 56.20 15.46%
27/0
‘ 75.0
100.0
ok ALl al 5o o
miz--> 20 40 60 80 100 120 140 160 ﬂ A
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)- —— o
57.0 10.50 11.00
m/z 75.00 15.37%
5000
75.0
29.0 ‘ ‘ 000 o
B Y T 1 R NN PR O SO AW
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,3-Benzenediol, monobenzoate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.770 3.45 ng/ul 58761 Phenanthrene-d10 17.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 87
2 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 86
3 1-Benzoyloxy-2-formyloxybenzene 242 C14H1004 079792-93-1 78
4 1,2-benzenediol, monobenzoate 214 C13H1e03 1000400-67-6 78
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 72

Abundance Scan 2678 (18.772 min): BG049389.D\data.ms (-2671) (-  m/z 105.10 100.00%

105.1
5000
51.1 — S
214.2 281 18.50 19.00
bbb A P m/z 77.20  55.30%
miz--> 50 100 150 200 250
Abundance #91974: 1,3-Benzenediol, monobenzoate
105.0
5000 — s
18.50 19.00
51.0 214.0 m/z 51.10  20.83%
o504 b | 141.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #91973: 1,4-Benzenediol, monobenzoate
105.0
L ‘A“‘M‘A
18.50 19.00
5000 ITI/Z 106.10 8.07%
51.0
214.0
o8 . . A
miz-> 50 100 150 200 250
Abundance #125813: 1-Benzoyloxy-2-formyloxybenzene —— —
105.0 18.50 19.00
m/z 214.20 7.92%
5000
51.0
0 bl 1135016601970 2420
; e B e e e B i —r P
miz--> 50 100 150 200 250 18.50 19.00

SFAM-EPA-BGO70921.M Mon Jul 19 14:46:37 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Diisooctyl adipate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.820  69.99 ng/ul 1361240 Chrysene-diz 21.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 CooHa204 001330-86-5 91

2 Hexanedioic
3 Hexanedioic
4 Hexanedioic
5 Hexanedioic

acid, dioctyl ester 370
acid, bis(2-ethylhex... 370
acid, bis(2-ethylhex... 370
acid, bis(2-ethylhex... 370

C22H4204
C22H4204
C22H4204
C22H4204

000123-79-5 90
000103-23-1 74
000103-23-1 72
000103-23-1 72

Abundance Scan 3026 (20.817 min): BG049389.D\data.ms (-3021) (-  m/z 129.20 100.00%

129.2
57.1
5000
“ 20,50 21.00
241.4 : '
0 M | h‘ }‘ L w“‘“19‘9‘3”‘,””3"1‘3‘3‘_” m/z 57.15  73.29%
miz--> 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
57.0
5000 — —
20.50 21.00
m/z 55.20 55.60%
241.0
ol “ Ll ph) L 1990 | 3130 3704
\\\\ \\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279246.Hexanedmk:add,dmcwleaer
129.0
— ——
57.0 20.50 21.00
5000 ITI/Z 70.20 38.44%
241.0
o ST A
m/z--> 5 lOO 150 200 250 300 350
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester o ——
129.0 20.50 21.00
m/z 43.15 35.44%
57.0
5000
0 L “\ ‘ 199.02419 3130 3704
““““““ R R R ; —
mlz--> 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.370 4.74 ng/ul 92098 Chrysene-d12 21.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 90
2 Heptacos-1-ene 378 C27H54 015306-27-1 87
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 74
4 1-Tricosene 322 C23H46 018835-32-0 58
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50

Abundance Scan 3120 (21.369 min): BG049389.D\data.ms (-3115) (- m/z 55.10 100.00%
55.1
7.2
5000
RGNS
| “ h ‘ 153.3 207 2 282.1 355.3 415. 21.00 21.50
0k ,u‘“ A S T m/z 43.15  90.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
Wwwm
5000 ‘
110 21. 00 21 50
m/z 57.20 90.17%
350.0
O \“\‘ "\ ] ““\“\‘h "\7\9\ ’ LI \2’6\4\0\\ ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene
57.0
21.00 21.50
5000 111.0 m/z 69.20  81.25%
378.0
oL L ‘w‘Hr L
miz--> 50 100 150 200 250 300 350 400
Abundance #287613: Nonadecyl trifluoroacetate
57.0 21.00 21.50
m/z 83.20 77.24%
111.0
5000
0 \‘ \‘\ I ‘\ \H 1 \210 0 26\6 031% 0 362 0
il "‘,“‘w““,““_““““‘u
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic22.57 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.570 3.53 ng/ul 68682  Chrysene-d12 21.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 90
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 87
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87

Abundance Scan 3324 (22.568 min): BG049389.D\data.ms (-3317) (- m/z 57.15 100.00%
57.1

> /\\wm
11.2
WAt |
‘ ‘ 208.1 265.1 3271 22.50
0 Hm_“‘u“wh“HM‘ A m/z 43.20 82.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane
43.0
5000 T \
22.50
m/z 83.20 70.01%
O T J “ “ “ “}‘ h h\‘\]\-g\e(\)\ \2\59 029\3‘(\)?\’?\’6\(‘)\ LI ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance  #293797: Pentafluoropropionic acid, hexadecyl ester
57.0
22.50
5000 ITI/Z 55.10 67.01%
ol LLAL \\ llsto_ z20z00 700
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T ‘
57.0 22.50
m/z 69.20 60.83%
5000
‘ 169.0
o bl T apozss0  aoe
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acq On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Carbonic acid, tetradecyl v... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.220 3.03 ng/ul 67575 Perylene-d12 25.029
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 52
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 49
3 Octacosane 394 C28H58 000630-02-4 49
4 Pentadecane 212 C15H32 000629-62-9 49
5 Octadecane 254 C18H38 000593-45-3 49

Abundance Scan 3945 (26.216 min): BG049389.D\data.ms (-3936) (- m/z 57.20 100.00%

57.2
5000
‘ L] 2 410 2213 355.2 26. oo 26.50
okl !‘M“MMW‘M‘Mmw e iz 3. 70.00%
mlz--> 50 100 150 200 250 300 350
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000
2600 2650
7.0 m/z . 57.97%
L 300 15502620
O\h\‘\“‘\\‘\“\“\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
26.00 26.50
5000 ITI z . 38.54%
90 1550197.0
Y 0 it
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane h ﬁ4 th mmmh‘ M
57.0 26.00 26.50
m/z 55.1 28.82%
5000
ol L L) mu u ‘1‘4‘1‘91\8‘3‘??2‘? 0 2810 337.0 394, W”Wh
m/z--> 50 100 150 200 250 300 350 26.00 2650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071621\
Data File : BGO49389.D

Acqg On : 16 Jul 2021 22:18
Operator : CG/JU

Sample : M2970-02

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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... 3.100 18.4 ng/ul 132798 1 8.067 144420 20.0
Butane, 2-metho... 3.180 7.4 ng/ul 53536 1 8.067 144420 20.0
Ethanol, 2-(2-b... 10.640 3.9 ng/ul 38994 2 10.881 199498 20.0
1,3-Benzenediol... 18.770 3.5 ng/ul 58761 4 17.462 340756 20.0
Diisooctyl adipat 20.820 70.0 ng/ul 1361240 5 21.739 389003 20.0
(DEL) Alkane: S... 21.370 4.7 ng/ul 92098 5 21.739 389003 20.0
(DEL) Alkane: C... 22.570 3.5 ng/ul 68682 5 21.739 389003 20.0
Carbonic acid, ... 26.220 3.0 ng/ul 67575 6 25.029 446138 20.0
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