LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acqg On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS Vvial : 21  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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49572.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.076 3 6 15 rw 76932 149968 21.63% 2.005%
2 3.159 15 20 29 rVB2 124932 203351 29.33% 2.719%
3 3.864 136 140 155 rBv2 18121 43169 6.23% 0.577%
4 4.698 279 282 287 rvB3 906 1841 0.27% 0.025%
5 5.867 477 481 483 rBv4 1353 1747 0.25% 0.023%
6 7.200 702 708 718 rVB 56072 109230 15.75% 1.460%
7 7.365 729 736 744 rBV 35801 63358 9.14% 0.847%
8 7.576 765 772 780 rBV 58505 99422 14.34% 1.329%
9 8.046 846 852 859 rW 78268 134814 19.44% 1.802%
106 8.099 859 861 866 rVve 2272 2969 0.43% 0.040%
11 8.757 966 973 979 rBV2 69140 125976 18.17% 1.684%
12 8.869 989 992 994 rBv2 1291 1796 0.26% 0.024%
13 9.215 1044 1051 1059 rBvV 62719 109981 15.86% 1.470%
14 9.938 1168 1174 1182 rBV2 51870 96947 13.98% 1.296%
15 10.331 1237 1241 1247 rVV3 1077 1980 ©0.29% 0.026%

16 10.490 1261 1268 1278 rVV 72793 138084 19.91%
17 10.625 1283 1291 1307 rBV3 51435 97880 14.12%
18 10.872 1323 1333 1340 rBV 108167 196825 28.39%

OR NRR
o
w
[y
R

19 11.001 1348 1355 1364 rBV2 73717 135452 19.53% 811%
20 12.041 1530 1532 1537 rVB2 1285 1692 0.24% 023%
21 12.452 1598 1602 1604 rBV 1652 1704 0.25% 0.023%
22 13.298 1743 1746 1749 rVB2 1361 1698 0.24% 0.023%
23 13.515 1780 1783 1787 rBV2 1552 2164 0.31% 0.029%
24 13.580 1787 1794 1800 rBV2 36590 61809 8.91% 0.826%
25 14.097 1875 1882 1888 rBV 224287 338854 48.87% 4.530%

26 14.391 1925 1932 1941 rVB 182664 284059 40.97%
27 14.696 1978 1984 1993 rVB 191729 297915 42.97%
28 14.890 2011 2017 2027 rBV2 88567 158475 22.86%

AONWW
=
[
]
R

29 15.090 2048 2051 2052 rBV3 2272 2608 0.38% 035%
30 15.689 2142 2153 2162 rBV 306281 472258 68.11% 314%
31 15.806 2168 2173 2180 rBvV2 112839 167342 24.13% 2.237%
32 15.935 2191 2195 2200 rVB3 3258 5132 0.74% 0.069%
33 16.135 2225 2229 2234 rBV3 3899 6346 0.92% 0.085%
34 16.570 2298 2303 2306 rVB3 1862 2310 0.33% 0.031%
35 16.687 2319 2323 2329 rBV 1065 2157 0.31% 0.029%
36 17.034 2378 2382 2384 rBV 1200 1779 0.26% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acqg On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS Vvial : 21  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-BG072421.M
Title : SVOA CALIBRATION
37 17.451 2446 2453 2461 rVV 243996 387254 55.85% 5.177%
38 17.545 2461 2469 2479 rVV2 401157 629545 90.79%  8.417%
39 17.815 2513 2515 2519 rw2 1974 2091 0.30% 0.028%
40 18.103 2560 2564 2568 rBV2 19056 25186 3.63% ©.337%
41 18.326 2598 2602 2609 rBV5 17357 27130 3.91% ©.363%
42 18.414 2614 2617 2618 rVVv2 2047 1913 0.28% 0.026%
43 18.614 2645 2651 2656 rBvV2 2446 4788 ©.69% 0.064%
44 18.767 2672 2677 2682 rVV2 15561 22683 3.27% ©.303%
45 18.837 2686 2689 2692 rBV2 1422 1909 0.28% 0.026%
46 19.025 2719 2721 2724 rVB2 2336 1966 ©0.28% 0.026%
47 19.090 2729 2732 2735 rBV 1029 1737 0.25% 0.023%
48 19.190 2744 2749 2751 rBV3 3724 5553 0.80% 0.074%
49 19.243 2753 2758 2759 rVvv2 9807 12082 1.74% 0.162%
50 19.272 2759 2763 2767 rVB2 64460 75924 10.95% 1.015%
51 19.401 2780 2785 2789 rVB2 22980 30362 4.38% 0.406%
52 19.472 2793 2797 2800 rBV2 4977 7584 1.09% 0.101%
53 19.607 2816 2820 2821 rBV3 3880 5124 0.74% 0.069%
54 19.836 2852 2859 2869 rBV 498078 693385 100.00%  9.270%
55 20.053 2894 2896 2897 rwv2 3114 1862 0.27% 0.025%
56 20.077 2897 2900 2905 rVB3 4125 5153 0.74%  ©.069%
57 20.124 2905 2908 2909 rBV 2102 1987 0.29% 0.027%
58 20.347 2940 2946 2951 rBV7 6093 14636 2.11% ©.196%
59 20.447 2962 2963 2967 rVB4 3823 3635 0.52% 0.049%
60 20.523 2974 2976 2979 rBV4 2606 2416 0.35% 0.032%
61 20.688 2999 3004 3007 rBV3 15402 19794 2.85% 0.265%
62 20.729 3009 3011 3013 rVV3 2939 2321 0.33% 0.031%
63 20.805 3019 3024 3029 rBV 254205 297453 42.90%  3.977%
64 20.852 3029 3032 3034 rVB3 5044 5768 ©.83% 0.077%
65 20.929 3044 3045 3049 rVB2 3691 3244 0.47% 0.043%
66 21.358 3112 3118 3125 rBVv4 30323 58540  8.44% 0.783%
67 21.551 3148 3151 3153 rBV3 3179 3121 0.45% 0.042%
68 21.728 3175 3181 3189 rVB 228521 392394 56.59% 5.246%
69 21.839 3197 3200 3203 rBV5 6468 8244 1.19% 0.110%
70 21.916 3209 3213 3216 rVB4 7112 8934 1.29% 0.119%
71 22.532 3314 3318 3323 rBV5 7256 12066 1.74% ©.161%
72 22.732 3350 3352 3353 rBV2 2627 1650 0.24% 0.022%
73 23.161 3423 3425 3429 rBV5 2906 2297 0.33% 0.031%
74 23.290 3445 3447 3449 rBV2 2435 2793 0.40% ©0.037%
75 23.408 3465 3467 3469 rBV3 3251 3057 0.44% 0.041%
76 23.425 3469 3470 3474 rVV4 4593 4897 0.71% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acqg On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS Vvial : 21  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-BG072421.M

Title : SVOA CALIBRATION

77 23.825 3536 3538 3539 rBV2 3051 2078 0.30% 0.028%
78 24.025 3570 3572 3574 rBV2 3789 3170 0.46% 0.042%
79 24.054 3574 3577 3586 rVB7 11836 25493 3.68% 0.341%
80 24.700 3685 3687 3690 rBV3 3359 4143 0.60% 0.055%
81 24.782 3690 3701 3714 rVV 217534 619879 89.40% 8.287%
82 25.011 3730 3740 3751 rVB 143921 417384 60.20% 5.580%
83 25.147 3761 3763 3766 rBV3 2234 2028 0.29% 0.027%
84 25.305 3787 3790 3792 rBV4 2400 2746 0.40% 0.037%
85 26.175 3936 3938 3950 rVB9 15062 40988 5.91% 0.548%
86 27.526 4166 4168 4169 rBV2 3066 2128 0.31% 0.028%
87 27.714 4198 4200 4202 rBvV2 2364 1736 0.25% 0.023%
88 27.872 4226 4227 4230 rBV3 3822 3447 0.50% 0.046%
89 27.990 4246 4247 4250 rBV3 3392 3783 0.55% 0.051%
990 28.683 4363 4365 4368 rBv4 2813 2664 0.38% 0.036%
91 28.800 4383 4385 4387 rVB3 3501 1903 0.27% 0.025%
92 29.247 4454 4461 4462 rBV7 5544 11061 1.60% 0.148%
93 29.799 4553 4555 4556 rBvV2 3006 2352 0.34% 0.031%
94 29.834 4559 4561 4564 rBV4 2583 2864 0.41% 0.038%
95 30.434 4661 4663 4664 rBvV2 3259 2215 0.32% 0.030%
96 31.902 4911 4913 4915 rBV2 2639 1673 0.24% 0.022%
97 32.219 4966 4967 4969 rBV 2916 2040 0.29% 0.027%
98 32.319 4982 4984 4987 rBV3 2681 3206 0.46% 0.043%
99 32.378 4992 4994 4998 rVB4 2862 2816 0.41% 0.038%
100 32.525 5018 5019 5020 rBV 4356 2374 0.34% 0.032%

Sum of corrected areas: 7479741
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

Abu%&o TIC: BG049572.D\data.ms

400000
300000
200000

159
100000076

10.872

8757 9215 o 938 10. 49&921 .001

7. 2007 576
3.864
0 N 4.698 5.867 j\ 99 .869 12.0412.452
L ‘ T TT ‘ T ‘ T ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T T ‘ L ‘ T T \ ‘ \ \ \ \ T ‘ T T ‘ L ‘ T T ‘ T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 8. 50 9.00 9.50 10.00 10 50 11.00 11.50 12.00 12.50

Ab :
uryoadggo TIC: BG049572.D\data.ms

19.836

400000 17.545

15.689
300000
20.805

17.451

14.097 P 21.728

200000 14384696

1%.806
100000 4.890

13.580
1328815 5.090 9653516 63817.034 BAIBI%6  22.53:

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18. OO 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abu%&o TIC: BG049572.D\data.ms

o

400000

300000

200000

100000

w305 26175 27 SZMBIR0  228%D029-247 ZmEmmL 30.434

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: SVOA CALIBRATION

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

Concentration Rank 2

Peak Number 1

(DEL) Alkane: Cyclic3.076

R.T. EstConc Area Relative to ISTD R.T.
3.076  22.25 ng/ul 149968 1,4-Dichlorobenzene-d4 8.046
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 74
2 Cyclohexane 84 C6H12 000110-82-7 64
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclohexane 84 C6H12 000110-82-7 59
5 Cyclohexane 84 C6H12 000110-82-7 59
Abundance Scan 6 (3.076 min): BG049572.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
84.2
41.1
5000
R N
‘ 1411 3.103.203.303.40 3.50
bl gl ) AL AL eh 00 77.84%
miz-> 20 40 60 80 100 120 140
Abundance #1643: Cyclohexane
560 84.0
5000 410 AL B R B R
3.103.203.303.40 3.50
m/z 41.15 62.69%
miz-> 20 40 60 80 100 120 140
Abundance #1644 Cyclohexane
56.0
840 [T T T T A T T
410 3.103.203.303.40 3.50
5000 m/z 55.15 43.17%
2o | )|
0 | I
miz--> 20 40 60 80 100 120 140
Abundance #1646: Cyclohexane R AR RS
56.0 3.103.203.303.40 3.50
84.0 m/z 39.15 39.14%
5000 41.0 M
Y — N“ - IRV S NS -
m/z--> 20 40 60 80 100 120 140 3.103.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.159 30.17 ng/ul 203351 1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 53
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
Abundance  Scan 20 (3.159 min): BG049572.D\data.ms (-15) (-) m/z 73.15 100.00%
3.2
5000 /\\
e
‘ 3.20 3.40 3.60
o b b e e 48 m/z 43.200 40.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
3.20 3.40 3.60
m/z 87.15 28.43%
27@-%%‘ | ‘
O\\\’H\!\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
T
3.20 3.40 3.60
5000 m/z 55.15 25.93%
il
0 \M\‘L”,“\‘H‘\H\‘\H\‘HH,HH‘HH‘HH‘HH \
miz--> 50 100 150 200 250 300 350 400
Abundance #9496: 3-Hexanol, 3-methyl- e e
73.0 3.20 3.40 3.60
m/z 71.25 10.77%
5000
il
oA e e R
m/z--> 50 100 150 200 250 300 350 400 3.20 3.40 3.60
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Data Path
Data File :
Acqg On : 29

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
BGO49572.D

Jul 2021 23:30

Operator : CG/JU

Sample
Misc :
ALS vial : 21

Quant Method
Quant Title

TIC Library

: M3141-03

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
: SVOA CALIBRATION

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-(2-butoxyetho... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.625  9.95 ng/ul 97880 Naphthalene-ds 16.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59

Abundance Scan 1291 (10.625 min): BG049572.D\data.ms (-1283) (- m/z 57.25 100.00%

57.3
5000
1050  11.00
131.3 : : :
Of v ““!"\MLH“H‘ o B iz 4515 87.86%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 — -
10.50 11.00
m/z 41.15 47 .56%
‘ ’ H)o.o
O \‘\I\J‘\“\\‘Il\m\‘ll\‘\\l-\s‘]-\.o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0 /k
10.50 11.00
5000 ITI/Z 75.15 19.90%
0Ll b 11180
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- AL L
45.0 10.50 11.00
m/z 43.15 16.93%
5000
1.0
I e
m/z--> 0 50 100 150 200 250 300 350 400 450 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.580 4.15 ng/ul 61809  Acenaphthene-die 14.696
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 3-Pyridinemethanol, acetate 151 C8HINO2 010072-09-0 53
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1794 (13.580 min): BG049572.D\data.ms (-1787) (- m/z 43.15 100.00%
3.1
109.2
5000 1513
85.2 T f
‘ ‘ 13.50
0 H“‘H‘MuWMJMHWMWNMLWwquW‘w‘_u‘w“w‘w“‘ m/z 109.15  76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 -l :
13.50
69.0 m/z 151.25 38.56%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
T ‘ T A T ‘
13.50
5000 151.0 m/z 41.15 28.63%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28810: 3-Pyridinemethanol, acetate A 1 E—
43.0 13.50
m/z 85.15 20.80%
109.0
5000
151.0
15.0 65.0
bl %‘7-, A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 +trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.272 3.92 ng/ul 75924  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 87
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 72
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
4 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 58
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 58

Abundance Scan 2763 (19.272 min): BG049572.D\data.ms (-2759) (-  m/z 55.15 100.00%

55.1
5000 97.2
H]TF 180 3 2224 2643 19.00 19. 50
0! HH ‘MLM\ m\\ ‘u\‘ . . ‘H‘ o m/z 41.15 %
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
58.0
5000
97.0 19.00 19. 50
m/z 69.25 4%
264.0
38.0 180 0 222.0
01‘5 ‘0\\‘ H\‘H\ H‘HM\ alla \H\‘M el ‘ e ‘\ - ‘h‘ ‘2‘96‘(:
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
19.00 19.50
5000 m/z 43.15 %
264.0
i . 1800 222.0 206.C
miz--> 50 100 150 200 250 300
Abundance #176209: cis-Vaccenic acid
55.0 19.00 19. 50
m/z 74.10 .67%
5000 97.0
0 264.0
ol3:0 ‘thuuw L ‘&89 9‘ ?ZE]O‘ “L‘ —_— AN M 'Y 11
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\BG072921\
Data File : BGO49572.D

Acq On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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 Adipic acid, 2-ethylhexyl o... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.805 15.16 ng/ul 297453 Chrysene-d12 21.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 83
2 Diisooctyl adipate 370 C22H4204 001330-86-5 83
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 60
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 58
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 52
Abundance Scan 3024 (20.805 min): BG049572.D\data.ms (-3019) (- m/z 129.15 100.00%
129.2
57.3
5000
S
241.3 : :
— v } hu }‘ “‘ L 10037772831 3851 .. 57.55  s58.28%
m/z--> 100 150 200 250 300 350
Abundance #279326. Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 o e
241.0 20.50 21.00
57.0 m/z 55.15  49.09%
O L \ \H ‘h‘\ ‘H \h‘\ u \H‘\ \“ L \1\9?\(‘)\ T \‘ ’ ‘\ T ?9?.9\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
- I
57.0 20.50 21.00
5000 m/z 70.25 35.27%
241.0
ol - “ Lo |] |l 1990 || 3130 370,
L S e e e
miz--> 50 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester 2 o
129.0 20.50 21.00
57.0 m/z 71.25 32.48%
5000
‘ 241.0
ol H b Ll L 19e0 | sts0 stor b
mlz--> 100 150 200 250 300 350 20.50 21.00

SFAM-EPA-BGO72421.M Fri Jul 30 15:00:39 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BG@49572.D

Acq On : 29 Jul 2021 23:30

Operator : CG/JU

Sample : M3141-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.358 2.98 ng/ul 58540 Chrysene-di12 21.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 78
2 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 62
3 1-Octadecene 252 C18H36 000112-88-9 60
4 1-Octadecene 252 C18H36 000112-88-9 60
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 60

Abundance Scan 3118 (21.358 min): BG049572.D\data.ms (-3112) (-
57.1

m/z 57.10 100.00%

- 1 h
209.3 281.1
“ 02 O | 2100 2150
ob— A L m/z 55,10 73.13%
miz--> 50 100 150 200 250
Abundance #138520: 1-Octadecene
43.0
83.0
5000 W\M | MPMM
21. 00 21 50
m/z 43.15 65.86%
o LLLLLL S aem0 200 220
miz--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0 W
21. 00 21 50
5000 m/z 71.15 60.30%
F30
o me e
m/z--> 50 100 150 200 250
Abundance #138519: 1-Octadecene
43.0 21.00 21.50
83.0 m/z 41.15 56.10%
5000
rzso
252.0
o LLLLLLIT, om0 2100 Zs20
miz--> 50 100 150 200 250 21.00 21.50

SFAM-EPA-BGO72421.M Fri Jul 30 15:00:40 2021

Page:

11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072921\
Data File : BGO49572.D

Acqg On : 29 Jul 2021 23:30
Operator : CG/JU

Sample : M3141-03

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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... 3.076 22.3 ng/ul 149968 1 8.046 134814 20.0
Butane, 2-metho... 3.159 30.2 ng/ul 203351 1 8.046 134814 20.0
Ethanol, 2-[2-(... 10.625 9.9 ng/ul 97880 2 10.872 196825 20.0
2,4,7,9-Tetrame... 13.580 4.2 ng/ul 61809 3 14.696 297915 20.0
trans-13-Octade... 19.272 3.9 ng/ul 75924 4 17.445 387254 20.0
Adipic acid, 2-... 20.805 15.2 ng/ul 297453 5 21.728 392394 20.0
(DEL) Alkane: S... 21.358 3.0 ng/ul 58540 5 21.728 392394 20.0
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