LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 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-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.074 3 6 16 rVB2 49923 93327 10.09% 0.818%
2 3.156 16 20 27 rvB2 57185 97517 10.54% 0.855%
3 3.426 62 66 71 rVB4 7476 11125 1.20% 0.098%
4 3.667 105 107 109 rBvV2 1918 2068 0.22% 0.018%
5 3.849 134 138 150 rBV 83172 159111 17.20%  1.395%
6 5.952 491 496 498 rVB2 1303 1878 0.20% 0.016%
7 6.105 518 522 525 rBV2 2428 3426 0.37% 0.030%
8 7.192 699 707 720 rBV 187646 350357 37.87% 3.073%
9 7.362 727 736 746 rBV 107179 194850 21.06% 1.709%
106 7.568 764 771 780 rVW 167707 298535 32.26% 2.618%
11 8.038 845 851 858 rBV 99927 175579 18.98%  1.540%
12 8.096 858 861 869 rVB3 6425 9005 0.97% 0.079%
13 8.742 964 971 980 rBvV 216116 388096 41.94% 3.404%
14  9.207 1043 1050 1059 rBV 173565 317703 34.34%  2.786%
15 9.447 1086 1091 1094 rBV 1564 2104 0.23% 0.018%
16 9.612 1116 1119 1122 rBvV2 3128 3246 0.35% 028%

17 9.935 1167 1174 1183 rBV 165006 294655 31.85%
18 10.475 1258 1266 1277 rBV 219221 396646 42.87%

NOWNO®
N
N
o]
R

19 10.622 1285 1291 1297 rBV2 25201 45029  4.87% 395%

20 10.857 1323 1331 1338 rBV 132575 248416 26.85% 179%

21 10.992 1347 1354 1362 rVB 195772 357990 38.69%  3.140%

22 11.915 1506 1511 1514 rBV2 3731 5020 0.54% 0.044%

23 12.449 1597 1602 1611 rVB3 3656 6966 ©0.75% 0.061%

24 13.501 1779 1781 1785 rBV2 2308 2300 0.25% 0.020%
5.

25 14.088 1875 1881 1888 rBV 406432 590638 63.83%

26 14.382 1923 1931 1940 rVB 408810 661415 71.48%
27 14.693 1977 1984 1996 rBV 213356 336536 36.37%
28 14.887 2011 2017 2029 rBvV2 148453 267984 28.96%

NNDN N U
w
U1
[
R

29 15.686 2145 2153 2160 rBV 522501 805862 87.09% 067%
30 15.804 2166 2173 2182 rBV 177735 280314 30.30% 458%
31 15.921 2190 2193 2198 rVB3 5917 8938 0.97% 0.078%
32 16.914 2358 2362 2366 rBvV 1345 2069 0.22% 0.018%
33 17.243 2412 2418 2419 rBV 1655 2250 0.24% 0.020%
34 17.442 2445 2452 2459 rBV 265219 400725 43.31% 3.514%
35 17.542 2462 2469 2482 rVB 553318 848118 91.66% 7.438%
36 18.100 2559 2564 2568 rVB2 6373 7011 0.76% ©0.061%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 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-BG080421.M
Title : SVOA CALIBRATION
37 18.147 2570 2572 2576 rVB2 2384 2269 0.25% 0.020%
38 18.324 2598 2602 2608 rBV3 9454 13385 1.45% ©.117%
39 18.758 2670 2676 2682 rBV 37476 61051 6.60% ©.535%
40 19.070 2724 2729 2731 rVB 1636 2024 0.22% 0.018%
41 19.264 2754 2762 2767 rBV3 3921 8215 0.89% 0.072%
42 19.393 2781 2784 2789 rVB4 7495 10050 1.09% ©0.088%
43 19.463 2792 2796 2800 rVvv2 6289 8755 ©.95% 0.077%
44 19.593 2815 2818 2819 rBV2 2172 2415 0.26% 0.021%
45 19.745 2840 2844 2846 rBV2 2489 1849 0.20% 0.016%
46 19.827 2852 2858 2869 rVB 661585 925273 100.00%  8.115%
47 20.098 2901 2904 2906 rBv4 1961 2354 0.25% 0.021%
48 20.344 2945 2946 2949 rvv2 3537 2586 0.28% 0.023%
49 20.403 2953 2956 2957 rBV2 2125 2111  0.23% 0.019%
50 20.544 2979 2980 2983 rBV2 1654 1927 0.21% 0.017%
51 20.579 2983 2986 2988 rVB4 3225 3490 0.38% 0.031%
52 20.703 3005 3007 3008 rBV2 2988 2160 ©0.23% 0.019%
53 20.738 3011 3013 3016 rBV3 2132 2554 0.28% 0.022%
54 20.797 3018 3023 3028 rVV 595055 740858 80.07% 6.497%
55 20.838 3028 3030 3033 rVB3 5720 6309 0.68% 0.055%
56 21.167 3084 3086 3088 rVB3 4073 2800 0.30% 0.025%
57 21.349 3112 3117 3123 rBV5 28553 53066 5.74% 0.465%
58 21.590 3154 3158 3160 rBV4 3694 4814 ©.52% 0.042%
59 21.719 3174 3186 3187 rBV 245048 401319 43.37%  3.520%
60 21.889 3207 3209 3210 rBV2 2920 2253 0.24% 0.020%
61 22.077 3239 3241 3244 rBV3 1993 2383  0.26% 0.021%
62 22.524 3315 3317 3319 rBV3 4050 3674 0.40% 0.032%
63 22.982 3393 3395 3397 rBV3 2857 2157 0.23% 0.019%
64 23.205 3431 3433 3436 rBv4 5290 4720 ©.51% 0.041%
65 23.904 3547 3552 3556 rVB6 9466 18957 2.05% ©0.166%
66 24.039 3573 3575 3581 rVB6 7143 10371 1.12% 0.091%
67 24.116 3586 3588 3589 rVB2 3319 1993 0.22% 0.017%
68 24.210 3602 3604 3605 rBV2 3785 2127 0.23% 0.019%
69 24.345 3625 3627 3630 rVB2 2584 2304 0.25% 0.020%
70 24.433 3640 3642 3646 rBVS5 2374 3070 ©.33% 0.027%
71 24.539 3659 3660 3664 rVB3 3622 3011 ©.33% 0.026%
72 24.568 3664 3665 3669 rBV3 3854 4179 0.45% 0.037%
73 24.697 3685 3687 3688 rBV2 2735 1901 0.21% 0.017%
74 24.774 3688 3700 3713 rVV 316904 891348 96.33% 7.817%
75 24.862 3713 3715 3720 rVB6 3688 5014 ©.54% 0.044%

76 24.997 3727 3738 3749 rBV2 147983 426469 46.09% 3.740%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 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-BG080421.M

Title : SVOA CALIBRATION

77 25.714 3858 3860 3861 rBV2 3015 1909 0.21% 0.017%
78 26.154 3933 3935 3936 rBV2 4573 4551 0.49% 0.040%
79 26.266 3952 3954 3955 rBV 3125 2655 0.29% 0.023%
80 26.454 3984 3986 3989 rvB4 3731 3816 0.41% 0.033%
81 26.483 3989 3991 3994 rBV2 3357 4546 0.49% 0.040%
82 27.018 4080 4082 4084 rBV3 3444 4309 0.47% 0.038%
83 27.071 4087 4091 4092 rBV3 3184 3154 0.34% 0.028%
84 27.170 4106 4108 4110 rBV3 4238 3586 0.39% 0.031%
85 27.405 4146 4148 4149 rBV2 2862 1892 0.20% 0.017%
86 27.447 4153 4155 4156 rBV2 4213 2324 0.25% 0.020%
87 27.464 4156 4158 4160 rBV3 2487 1828 0.20% 0.016%
88 27.517 4164 4167 4168 rBV3 3740 4875 0.53% 0.043%
89 29.203 4450 4454 4455 rBv4 6090 6505 0.70% 0.057%
990 29.391 4485 4486 4488 rBvV2 2868 2020 0.22% 0.018%
91 29.843 4561 4563 4564 rBvV2 2632 1995 0.22% 0.017%
92 30.766 4718 4720 4722 rVB3 3375 2028 0.22% 0.018%
93 31.623 4864 4866 4869 rvv2 3239 3727 0.40% 0.033%
94 31.770 4888 4891 4895 rBV5 2977 5001 0.54% 0.044%
95 31.864 4905 4907 4910 rVB4 2775 2555 0.28% 0.022%
96 31.905 4910 4914 4919 rBV4 2909 5009 0.54% 0.044%
97 32.234 4968 4970 4973 rVB4 4068 2801 0.30% 0.025%
98 32.264 4973 4975 4978 rBV4 2550 2728 0.29% 0.024%
99 32.504 5015 5016 5018 rBV2 2640 2042 0.22% 0.018%
100 32.563 5024 5026 5029 rVB3 2340 2452 0.27% 0.022%

Sum of corrected areas: 11402682
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080521\

BGO49666.D
6 Aug 2021 2:13
: CG/JU
: M3162-17
: 26 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BG049666.D\data.ms
600000
500000
400000
300000
8.742 10.475
10.992
200000 7192 g6g 9207 9935
36 10.857
. 8.038
3.849
100000} s
0&&}-“@66*@\ 5.86205 8096 9.41612 'ﬁi 11.915 12.449
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049666.D\data.ms
19.827
600000 20.797
17.542
15.686
500000
14.088.382
400000
300000
17.442 21.719
14.693
200000 15.804
4.887
100000
18.758 21.349
13.501 ] 15.921 16.914.24 BB24 ) 10.099%08% 161.59038097722.524
e R T L A e SR S et e
Time--> 13.00 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: BG049666.D\data.ms
600000
500000
400000
24.774
300000
200000
4.997
100000
0.2.@@ 05 23809 3 25.712043bame 27T EHMET 292939129.843 30.766 3130ABARER. 27505
\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\
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

SFAM-EPA-BGO8

0421.M Wed Aug 11 13:38:58 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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: Cyclic3.074 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.074 10.63 ng/ul 93327 1,4-Dichlorobenzene-d4 8.038

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 81
2 Cyclohexane 84 C6H12 000110-82-7 72
3 Cyclohexane 84 C6H12 000110-82-7 68
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 64
Abundance Scan 6 (3.074 min): BG049666.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
5000 /\
ST
‘ 293 3.103.203.303.403.50
ol lueso 28 415 91.68%
miz--> 50 100 150 200 250
Abundance #1643: Cyclohexane
56.0
5000 AL B R B B
3.103.203.303.403.50
m/z 41.15 61.70%
O 1\5.\0‘”\ M i‘H‘\ h\ \H\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1644 Cyclohexane
56.0
R e A
3.103.203.303.40 3.50
5000 m/z 39.15 43.78%
29
ol e
miz--> 50 100 150 200 250
Abundance #1646: Cyclohexane A
56.0 3.103.203.303.40 3.50
m/z 55.25 37.62%
5000 M
0159 ““ ““‘ L - SR Y S —
m/z--> 50 100 150 200 250 3.103.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.156 11.11 ng/ul 97517 1,4-Dichlorobenzene-d4 8.038

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 20 (3.156 min): BG049666.D\data.ms (-16) (-) m/z 73.15 100.00%
3.2
5000
R e
‘ 3.20 3.40 3.60
o b e 222 m/z 43.15 37.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 /\\\‘\\\\‘\\\\‘\
3.20 3.40 3.60
“ ‘ m/z 87.20 30.76%
O‘\\J\l\H‘”\J\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e R
3.20 340 3.60
5000 m/z 55.15 19.73%
on-O,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2104: Acetamide, N-ethyl- S
30.0 3.20 3.40 3.60
m/z 41.15 10.35%
5000 87.0
o_UJ‘mlww‘w,w,w,wwwwww e W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080521\
: BGO49666.D

6 Aug 2021 2:13

: CG/JU
: M3162-17

: 26 Sample Multiplier: 1

Library Search Compound Report

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

: 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

R.T. E

10.622 3

Hit# of 5

3  Ethanol, 2-(2-butoxyethoxy)-
stConc Area

.63 ng/ul 45029

Tentative ID

Concentration Rank 4

Relative to ISTD R.T.

Naphthalene-d8

1 Ethanol,
2 Ethanol,
3 Ethanol,
4 Ethanol,
5 Ethanol,

2-(2-butoxyethoxy) -
1-(2-butoxyethoxy) -
2-(2-butoxyethoxy) -
2-(2-butoxyethoxy)-
2-(2-butoxyethoxy) -

C8H1803
C8H1803
C8H1803
C8H1803
C8H1803

Abundance Scan 1291 (10.622 min): BG049666.D\data.ms (-1285) (-
7.3

000112-34-5 90
054446-78-5 83
000112-34-5 83
000112-34-5 83
000112-34-5 78

m/z 57.25 100.00%

5000
Cpr e D
00.2 10.50 11.00
I |\‘\ ]\H H 379 %
ob—A iy = m/z 45.15 97.29%
mlz--> 50 100 150 200 250 300 350
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L w”ﬂ‘\ T
10.50 11.00
m/z 41.15 48.40%
J ‘ﬁOLO
01\5.\ i“\““m\m‘\“\ ’“\\]\“4\.4.‘.()\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 /\
B Mg Db
10.50 11.00
5000 ITI/Z 75.15 20.76%
Wi
NE Y e
miz--> 50 100 150 200 250 300 350 A
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- e i
57.0 10.50 11.00
m/z 43.05 17.88%
5000
00.0
0154 %0 L I L
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 1,2-benzenediol, monobenzoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.758 3.05 ng/ul 61051 Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-benzenediol, monobenzoate 214 C13H1003 1000400-67-6 78
2 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 72
3 2-Benzoyloxyacetophenone 240 C15H1203 004010-33-7 59
4 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 59
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 59

Abundance Scan 2676 (18.758 min): BG049666.D\data.ms (-2670) (-  m/z 105.15 100.00%

105.2
5000 2
—r 1
511 214.3 18.50 19.00
oH‘H‘m"u‘mwmm_MH‘H‘Wm_m_Wm“wuw m/z 77.15  49.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91975: 1,2-benzenediol, monobenzoate
105.0
5000 — s
18.50 19.00
77.0 m/z 51.15 12.82%
51‘.0 ‘ 21‘4.0
O\\‘\\\\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91973: 1,4-Benzenediol, monobenzoate
105.0
Cop e
18.50 19.00
5000 7.0 m/z 214.25  9.73%
51.0
P A O PR PO o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123486: 2-Benzoyloxyacetophenone —— —
105.0 18.50 19.00
m/z 106.15 5.69%
5000
77.0
51.0
0 o l | 136.0 168.0196.0  240.0 | L
Cpre e s SR DI AT —— .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.797 36.92 ng/ul 740858 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
5 Diisooctyl adipate 370 C22H4204 001330-86-5 86
Abundance Scan 3023 (20.797 min): BG049666.D\data.ms (-3018) (-  m/z 129.15 100.00%
129.2
57.3
5000
H 20,50 él‘od
241.3
- ‘ h‘ LLL ] 100324132810 3853 "5y o5 63.08%
miz--> 100 150 200 250 300 350
Abundance #279378. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000
2050 2100
m/z 55.15 0.65%
o L “\ ‘ 199.0 2410 3130 370,
\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0 20 50 21 00
5000 m/z 70.25 9.89%
241.0
o I R
miz--> 50 100 150 200 250 300 350
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0 2050 2100
m/z 71.25 6.25%
5000
241.0
57.0
ot bbb 1990 | 2w
m/z--> 50 100 150 200 250 300 350 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 6 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.349 2.64 ng/ul 53066 Chrysene-di2 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
2 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 91
3 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
Abundance Scan 3117 (21.349 min): BG049666.D\data.ms (-3112) (-  m/z 57.25 100.00%
57.3
97.3
5000
‘ ‘ 193.3 282.1 21.00 21.50
oMU a2 BTl m/z 83.15  96.70%
miz-> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000
21.00 21.50
m/z 43.15 86.42%
25.0
LA | 120
0 “‘\ \“\“\“‘ ‘\‘H\“h\ ‘} ‘“\ T LA B
miz--> 50 100 150 200 250 300

Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester

57.0 [97.0
ATV L L
21.00 21.50
5000 m/z 55.15  84.53%
39.0
ok \L M“\ ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #255606: Acetic acid, chloro-, octadecyl ester
57.0 21.00 21.50
97.0 o
m/z 69.25 81.60%
5000
40.0 207.0
0L \“\ M ; uw A ‘h‘ — - ‘2‘5}0\.‘0‘ ‘2‘97‘0‘ Y
m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49666.D

Acqg On i 6 Aug 2021 2:13
Operator : CG/JU

Sample : M3162-17

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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... 3.074 10.6 ng/ul 93327 1 8.038 175579 20.0
Butane, 2-metho... 3.156 11.1 ng/ul 97517 1 8.038 175579 20.0
Ethanol, 2-(2-b... 10.622 3.6 ng/ul 45029 2 10.863 248416 20.0
1,2-benzenediol... 18.758 3.0 ng/ul 61051 4 17.442 400725 20.0
Hexanedioic aci... 20.797 36.9 ng/ul 740858 5 21.719 401319 20.0
Trichloroacetic... 21.349 2.6 ng/ul 53666 5 21.719 401319 20.0
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