LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN@15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS Vvial : 35 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_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15106.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.287 30 34 40 rVB 39803 55458 ©0.37% 0.092%
2 3.675 97 100 112 rBV 248924 401912 2.72% 0.667%
3 3.781 116 118 124 rVV3 15788 22188 0.15% 0.037%
4 3,999 150 155 163 rVB 71704 115492 0.78% 0.192%
5 4.358 211 216 220 rVB2 27226 39761 0.27% 0.066%
6 4.487 233 238 242 rBV 23865 34724 0.23% 0.058%
7 4.534 242 246 252 rVB 82757 110591 ©.75% 0.183%
8 5.281 369 373 379 rVB 59175 80007 ©.54% 0.133%
9 5.411 389 395 405 rVB 173248 346238 2.34% 0.574%
106 5.769 451 456 462 rBV 81420 124433 0.84% 0.206%
11 6.893 640 647 658 rBV 577266 902452 6.10% 1.497%
12 7.064 668 676 685 rBV 449155 697839 4.72% 1.157%
13 7.258 703 709 720 rVB 568351 923640 6.24%  1.532%
14 7.728 782 789 795 rBV 667130 1070837 7.24% 1.776%
15 7.787 795 799 805 rVB 20709 31573 0.21% 0.052%
16 7.963 825 829 835 rBv4 8261 15359 0.10% ©0.025%
17 8.416 899 906 916 rBV 675236 1074367 7.26% 1.782%
18 8.534 921 926 934 rVB 26876 43703 0.30% 0.072%
19 8.816 967 974 977 rBV 20673 32836 0.22% 0.054%
20 8.869 977 983 992 rVB 506566 817411 5.52%  1.356%
21 9.587 1098 1105 1112 rBV 359338 596306 4.03% 0.989%
22 10.116 1188 1195 1202 rBV 654954 1056254 7.14% 1.752%
23 10.275 1216 1222 1232 rBV 126063 206179 1.39% 0.342%
24 10.499 1252 1260 1267 rBV 925859 1531320 10.35%  2.540%
25 10.628 1275 1282 1293 rBV 589151 988826 6.68% 1.640%
26 12.087 1525 1530 1534 rBV2 11223 17547 0.12% 029%
27 13.187 1712 1717 1723 rVB 25089 33027 0.22% 055%

28 13.763 1808 1815 1822 rBV 1070743 1526757 10.32%
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29 14.040 1853 1862 1870 rBV 1357848 1982068 13.39% 287%
30 14.263 1896 1900 1906 rVB 33675 45802 0.31% 076%
31 14.351 1908 1915 1926 rVV 1397751 2019075 13.64%  3.349%
32 14.540 1939 1947 1954 rBV 345795 516535 3.49% 0.857%
33 14.693 1967 1973 1980 rBV7 12399 22007 0.15% 0.037%
34 14.769 1982 1986 1993 rVB2 82106 111580 ©.75% ©.185%
35 15.222 2058 2063 2069 rVB 21844 27087 ©.18% 0.045%

36 15.345 2078 2084 2094 rVB 1736701 2414584 16.32%  4.005%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN@15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS Vvial : 35 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_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION
37 15.457 2097 2103 2109 rBV 289002 408822 2.76% ©.678%
38 15.510 2109 2112 2117 rVB 56435 73224 0.49% 0.121%
39 15.587 2121 2125 2129 rBV2 17223 23395 0.16% 0.039%
40 15.775 2151 2157 2164 rVB 297706 391512 2.65% 0.649%
41 16.081 2206 2209 2215 rBV3 13842 19483 0.13% 0.032%
42 16.839 2333 2338 2341 rBV2 15346 22761 0.15% 0.038%
43 16.875 2341 2344 2349 rW2 35449 45532 0.31% 0.076%
44 17.098 2375 2382 2391 rBV 1673845 2404282 16.25%  3.988%
45 17.192 2392 2398 2407 rVV2 1856336 2725523 18.42%  4.520%
46 17.292 2411 2415 2420 rVB5 26274 39508 ©.27% 0.066%
47 17.616 2466 2470 2479 rBV 49185 71627 ©.48% 0.119%
48 17.786 2495 2499 2506 rVB4 44969 74666 ©.50% 0.124%
49 18.004 2532 2536 2542 rBV 56833 87023 0.59% 0.144%
50 18.251 2575 2578 2583 rVB2 27791 35669 0.24% 0.059%
51 18.310 2584 2588 2596 rVB 59747 89322 0.60% 0.148%
52 18.428 2603 2608 2624 rVB 764472 1058509  7.15% 1.756%
53 18.945 2692 2696 2705 rBV2 82766 159975 1.08% ©.265%
54 19.286 2751 2754 2757 rBV5 28529 33700 ©.23% 0.056%
55 19.498 2784 2796 2799 rBV 2329813 3436087 23.22% 5.699%
56 20.063 2883 2886 2890 rVB 59262 64014 0.43% 0.106%
57 20.245 2914 2917 2922 rBV5 25403 47848 0.32% 0.079%
58 20.292 2922 2925 2932 rVB4 47683 77621 0.52% 0.129%
59 20.516 2958 2963 2969 rBV 11474343 14798752 100.00% 24.545%
60 20.675 2987 2990 2993 rVB2 38929 43711 0.30% 0.072%
61 20.857 3019 3021 3025 rBv4 27903 28514 0.19% 0.047%
62 21.022 3045 3049 3053 rBV = 222617 312788 2.11% 0.519%
63 21.175 3072 3075 3079 rBV3 52486 82018 ©.55% 0.136%
64 21.222 3079 3083 3089 rVB 444093 495676 3.35% ©.822%
65 21.292 3090 3095 3102 rBV 2137232 2707596 18.30%  4.491%
66 21.463 3121 3124 3133 rVB3 73935 106321 0.72% 0.176%
67 21.604 3145 3148 3156 rVB5 48222 89436 0.60% 0.148%
68 21.904 3195 3199 3207 rBv4 125353 211298 1.43% ©.350%
69 22.157 3238 3242 3247 rBV 293337 362509 2.45% 0.601%
70 22.363 3274 3277 3287 rVB 142186 210326 1.42% 0.349%
71 22.792 3346 3350 3359 rVB 334851 497605 3.36% ©.825%
72 22.874 3360 3364 3369 rVB 222214 317639 2.15% 0.527%
73 23.398 3446 3453 3458 rBV 1744149 3245725 21.93% 5.383%
74 23.445 3458 3461 3469 rVV 266266 455770 3.08% ©.756%
75 23.539 3470 3477 3490 rVB2 1483131 2844155 19.22% 4.717%

76 23.716 3503 3507 3515 rVB3 86127 144811 0.98% 0.240%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN@15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc

ALS Vvial : 35 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_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION

77 24.098 3566 3572 3581 rVB 287491 545105 3.68% 0.904%
78 24.851 3694 3700 3711 rVB 242660 561304 3.79% ©.931%

79 25.727 3843 3849 3861 rVB2 164440 436082  2.95% 0.723%
80 26.762 4020 4025 4043 rVB2 121658 369603 2.50% 0.613%

Sum of corrected areas: 60292622

SFAM-EPA-BNO61821MA.M Mon Jun 28 14:42:32 2021 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN015106.D\data.ms
le+07
8000000
6000000
4000000

2000000

6.899gL58 7.728 8.416 g sg9 10.116%5%0s

013287 38710094 2683  5.284115.769 AN 7irepes 4538816 9.587 ;\0.27%5 A
T T L ‘ L ‘ L L ‘ L ‘ L ‘ L ‘ T T ’ L ’ T T ‘ T ‘ L ‘ L ‘ T T

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN015106.D\data.ms

20.51

1le+07
8000000
6000000

4000000

19.498
2000000 15.345 1%

040,351
13. 7é§ 18.428
12.087 13.187 4.2 §jlf‘18@e9 15. 7 71% 08l 1& 292751@%01&31\0 18.94%59.28 20.
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Abundance TIC: BN015106.D\data.ms

1le+07
8000000
6000000
4000000

2000000

RESP ] f € 24.851 25.727 26.762
0 \ T ‘ T \ T ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 2650 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Toluene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.999 2.16 ng/ul 115492  1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 93
2 Toluene 92 C7H8 000108-88-3 90
3 Toluene 92 C7H8 000108-88-3 90
4 Toluene 92 C7H8 000108-88-3 90
5 2,5-Norbornadiene 92 C7H8 000121-46-0 90
Abundance Scan 155 (3.999 min): BN015106.D\data.ms (-150) (-) m/z 91.10 100.00%
91.1
5000
Ramas e A RARE
390 510 65"0 o 3.60 3.80 4.00 4.20 4.40
bt et e et - m/z 92.00 54.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2454: Toluene
91.0
5000 I L B B

3.60 3.80 4.00 4.20 4.40
m/z 65.00 13.81%

39.0 510 65.0
o150 270 1 VTl 770 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2449: Toluene
91.0
SN | ENNRNN
3.60 3.80 4.00 4.20 4.40
5000 m/z 63.00 8.69%
39.0 65.0
o prrrrr e 220 it T8 il
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2452: Toluene R A
91.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 8.64%
5000
39.0
65.0
27.0 ‘ 51.0 |
O\\‘\\\\‘\\1‘\‘\\\‘1i‘ﬁ”\}‘1\\\“\‘1\\‘\\7\7\'?””‘{\‘”\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanol, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.534 2.07 ng/ul 110591 1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 64
2 2-Hexanol 102 C6H140 000626-93-7 50
3 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 42
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 42
5 4-Methyl-2-hexanol 116 C7H160 002313-61-3 39
Abundance Scan 246 (4.534 min): BN015106.D\data.ms (-242) (-) m/z 45.00 100.00%
45.0
5000 J\
e EmERRmEESs ST
H 690 4.20 4.40 4.60 4.80
Ot L e 2D 20l m/z 43.00 23.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4443: 2-Pentanol, 4-methyl-
43.0
5000

4.20 4.40 4.60 4.80
L\U m/z 41.05 23.57%

69.0
\\J\-\S‘.(\)m‘\\“\\U‘\\‘\\‘N\\\O‘].\\()\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4407: 2-Hexanol
43.0

4.20 4.40 4.60 4.80

o

5000 ITI/Z 39.00 10.14%
69.0
0Ll L1020
Ot b ER S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8341: 2-Hexanol, 3-methyl-
45.0 4.20 4.40 4.60 4.80

m/z 69.00 9.97%

5000

700

Ol e ey
miz--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.411 6.47 ng/ul 346238 1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 95
Abundance Scan 395 (5.411 min): BN015106.D\data.ms (-389) (-) m/z 91.00 100.00%
91.0
5000 106.0

R RRNRSRRRTE

39.0 51.0 ggg /0 5.00 5.20 5.40 5.60 5.80
o‘wH_H‘,""M"H;‘:mw:UH‘H“J‘_Hu_‘wmwm m/z 106.00  48.21%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5102: Benzene, 1,3-dimethyl-

91.0
5000 106.0 T R T

5.00 5.20 5.40 5.60 5.80
m/z 105.10 23.70%

39.0 77.0
27.0 51"0 65.0 | ‘
O\\‘\\\\‘\\\‘\’\\\‘\‘\\\\}!“\\\[H\‘\\‘\!\H‘\\\!“l\\\‘\‘f\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: o-Xylene
91.0
S M L
5.00 5.20 5.40 5.60 5.80
5000 106.0 m/z 77.00  12.28%
77.0
39.0 °1.0 650
ok 180 200 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene B e e
91.0 5.00 5.20 5.40 5.60 5.80
m/z 51.00 9.01%
5000 106.0
970 390 510 g5 q 770
0H"‘H‘m‘w‘m“"H}‘JMH‘NH‘H“l“uu“1”““«““”‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 p-Xylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.769 2.32 ng/ul 124433  1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H1e0 000106-42-3 95
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 95
4 o-Xylene 106 C8H10 000095-47-6 95
5 p-Xylene 106 C8H10 000106-42-3 94
Abundance Scan 456 (5.769 min): BN015106.D\data.ms (-451) (-) m/z 91.00 100.00%
91.0
5000 106.1 fk
e REmEaREEES S
39.0 51.0 g50 /70 ‘ 5.40 5.60 5.80 6.00
o‘wH_H‘,"m“mHHamwM‘H“J‘_Hu‘lw“mm m/z 106.10  42.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0

(\

5000 106.0 N e A EEmsns
5.40 5.60 5.80 6.00
290 770 m/z 105.10  19.58%
27.0 " 510 650 " ‘
O\\‘\\\\‘\\\‘\’\\\‘\‘\\\\Hf“\\\[}‘\‘\\‘\V\H‘\\\f“l\\\‘\‘f‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
91.0
A
5.40 5.60 5.80 6.00
5000 106.0 ITI/Z 77 .00 12.72%
27.0 39.0 51.0 65.0 77.0 ‘
0H"‘H‘m“,"m“"H}‘JMH‘1“‘”‘H“l“uu“1”““«““”‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 }\
Abundance #5100: Benzene, 1,3-dimethyl- e A BEREaRaEES S
91.0 5.40 5.60 5.80 6.00
m/z 51.00 9.70%
106.0
5000
39.0 51.0 65.0 77.0 ‘
o“‘1‘5:9_2‘7"?”H“HH;‘JM‘:UH‘m‘l‘_Hu‘luw‘mwm S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.275 2.69 ng/ul 206179 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59

Abundance Scan 1222 (10.275 min): BN015106.D\data.ms (-1216) (- m/z 57.10 100.00%

57.1
5000
‘870 a1 10.00 10.50
0 "w‘Jp‘!m\w‘uJMJ“"JMH‘,“3‘WW_WWZ‘Q?‘Q m/z 45.60  96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 10.00 10,50
m/z 41.10 35.14%
87.0
1L ol 1320
O\\‘\M‘\\\\“‘\‘\\ H\\‘\‘\‘\‘1\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.00 10.50
5000 m/z 75.00  21.10%
29.0
87.0
bl b iy 2320
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)- —
45.0 10.00 10.50
m/z 56.10 16.87%
5000
|
100.0
o228l L 100 o dee [l
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.775 3.26 ng/ul 391512  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 96
31,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 94
4 N-Carboxy-1-[4-chlorophenyl]-2-[... 295 C15H18C1NO3 058158-38-6 37
5 12-Octadecenal 266 C18H340 056554-91-7 35

Abundance Scan 2157 (15.775 min): BN015106.D\data.ms (-2151) (-  m/z 83.00 100.00%

83.0
249.1
5000 41.0
125.0 208.0 T ——
‘ h 1701 15.50 16.00
Obrrrrprrre bbbt e 920 22 L L m/z 82.00  71.93%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101218: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
e
83.0 249.0
5000 6.0 e —
) 208.0 15.50 16.00
125.0 m/z 249.10 71.36%
ol .28 0\‘ | 152.0179.0 | | |
HH‘HH‘HH‘HH‘ H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101217: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
— —
41.0 15.50 16.00
5000 m/z 70.00 45.19%
125.0 208.0
L 000 |
N AR - Sl il AT as B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #101216: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri- . =
83.0 15.50 16.00
249.0 m/z 41.05 43.03%
=000 41.0
‘ 125.0 208.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,3-Benzenediol, monobenzoate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.428 8.81 ng/ul 1058510 Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 91
2 1,3-Benzenediol, monobenzoate 214 C13H1e03 000136-36-7 91
3 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 90
4 4,5-Bis(benzoylthio)-1,2-dithiol... 486 C17H1002S5 082504-65-2 78
5 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 72

Abundance Scan 2608 (18.428 min): BN015106.D\data.ms (-2603) (-  m/z 105.00 100.00%

105.0
5000
e
5]1.0 214.1 18.50
Ll 139.1 179.0 281.; 5
Olrrrprrreprbr et e b e m/z 77.08 40.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72579: 1,3-Benzenediol, monobenzoate
105.0
5000 T
18.50
m/z 50.95 10.52%
0 510 || 4350 214.0
\H‘H\\‘\H\’\\H‘\\H‘\H‘H\\‘\H\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72581: 1,3-Benzenediol, monobenzoate
105.0
=
18.50
5000 m/z 106.00  7.86%
214.0
51180 S0 4390 |
PR T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72578: 1,3-Benzenediol, monobenzoate =
105.0 18.50
m/z 214.10 7.37%
5000
51.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62621\
Data File : BN@15106.D

Acqg On : 26 Jun 2021 08:38

Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.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 8 Adipic acid, 2-ethylhexyl o... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.516 109.31 ng/ul 14798800 Chrysene-diz 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22HA204 1000324-48-6 91

2 Hexanedioic
3 Hexanedioic
4 Hexanedioic
5 Hexanedioic

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

C22H4204
C22H4204
C22H4204
C22H4204

Abundance Scan 2963 (20.516 min): BN015106.D\data.ms (-2958) (-

129.0
5000 57.0
oL H L] “\ L 1901242 m13p
m/z--> 100 150 200 250 300 350
Abundance #196930. Adipic acid, 2-ethylhexyl octyl ester
129.0
5000
241.0
57.0
O L \ \“ ‘h‘\ ‘“ \h‘\ ’“ \H‘\ \“ T \1\9?\‘0\ T \‘ ‘ ‘\ T \2\9’9.\()\ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance  #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000
57.0
241.0
y— “ H Aoy ‘h w“ L1990 1, 3180 371
m/z--> 5 100 150 200 250 300 350

Abundance  #196972: Hexanedioic acid, bis(2-ethylhexyl) ester

5000 57.0

9] ||

129.0

1L o

199.0 77 313.0

000103-23-1 87
000103-23-1 87
000123-79-5 87
000103-23-1 86

m/z 129.00 100.00%

ft

20.50
m/z 57.05

|

43.15%

2050
m/z 70.05 30.78%

|

T
2050

m/z 71.10  29.42%

|

I
2050

m/z 55.05  29.26%

JL

o

100 150 200 250 300

m/z--> 50

350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 1-Dodecanol, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.022 2.31 ng/ul 312788  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 3049 (21.022 min): BN015106.D\data.ms (-3045) (-  m/z 57.10 100.00%
57.1
5000
\ o
ol “h 1 LB 1,107223932810 3410 . 4340 g s6x
mlz--> 50 100 150 200 250 300 350
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 —/= ‘
7.0 21.00
m/z 83.05 65.82%
ol | I h i A J( ) ‘\““8“2‘0 2240 2800
miz--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
— \
21.00
5000 m/z 71.85 65.52%
18. ‘ 39.0  196.0
miz--> 50 100 150 200 250 300 350
Abundance #164026: 1-Hexadecanesulfonyl chloride —F=
57.0 21.00
m/z 55.10 61.70%
5000
2240
om‘uu‘w“ LT 110 P20 2103000 ——
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 1,3-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.157 2.68 ng/ul 362509  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
2 2-(Decyloxycarbonyl)benzoic acid 306 C18H2604 1000373-53-2 35
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 25
4 Diisooctyl phthalate 390 C24H3804 000131-20-4 22
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 22

Abundance Scan 3242 (22.157 min): BN015106.D\data.ms (-3238) (-  m/z 70.05 100.00%

70.0
149.0
— —
H h ‘ A L0712 22.00 22.50
ol bty LA 39%2e f L 8410 n/z 149.00  67.67%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 == =
22.00 22.50
m/z 261.10 48.05%
. M ‘h‘ . ‘ 112050 | 3040 3610
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #149543: 2-(Decyloxycarbonyl)benzoic acid
149.0
—r —
22.00 22.50
5000 ITI/Z 112.10 46.32%
55.0 104.0
ol \M}h““‘!“u““““‘w Ly ‘ 1940
miz--> 50 100 150 200 250 300 350
Abundance #39553: Acetic acid, 2-ethylhexyl ester P ==
70.0 22.00 22.50
m/z 57.10 41.38%
5000
112.0
29. ‘\ \‘ \‘\ ‘
ol bl o o o e e
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Oxalic acid, 2-ethylhexyl i... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.792 3.50 ng/ul 497605  Perylene-di12 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 47
2 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 47
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 43
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 43
5 5-(1-Iodo-1-methyl-ethyl)-3,3-di... 282 C9H15I02 1000190-61-9 43

Abundance Scan 3350 (22.792 min): BN015106.D\data.ms (-3346) (- m/z 57.10 100.00%
57.1

97.1 e U
264.1 22.50 23.00
ol “w ! ‘1‘“‘ s““‘““s““”‘ww W 22BN 8281 sz 7110 73.12%
mlz--> 50 100 150 200 250 300 350
Abundance #132772: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0
5000 — —
22.50 23.00
1120 m/z 55.00  63.90%
157.0
0 \“\“\H“‘\ “‘\‘ \‘H‘\ T \“\ — “‘\ T \2\4\3‘0\ L B
miz--> 50 100 150 200 250 300 350
Abundance #156356: Oxalic acid, 2-ethylhexyl octyl ester
57.0
e e
22.50 23.00
5000 m/z 43.10  43.91%
112.0
‘ 157.0
I 1 O N
miz--> 50 100 150 200 250 300 350
Abundance #19171: Nonane, 3-methyl- — —
57.0 22.50 23.00
m/z 41.10 43.02%
- M\d\»
‘ 112.0
ob b d e 0 e e
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.874 2.23 ng/ul 317639  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 3364 (22.874 min): BN015106.D\data.ms (-3360) (- m/z 57.10 100.00%
57.1

F

5000
‘1 ff 197.2266.0 342.0 415.1 2250 2300
Ok b1 19722660 34204181 /7 7110 74.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 - ——
22.50 23.00
m/z 43.05 53.87%
o JHH?HR;wozw03NO4mo 491.0 562.0
‘\\\\‘\\F\‘\\\\‘\\\!]T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
— —
22.50 23.00
5000 m/z 85.10 50.56%

ol L || 127.0197.0 281.0 394.0
R

!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0 22.50 23.00
m/z 55.05 20.95%
5000

8

MJ?ﬂ?m7o 296.0

O oot e e e — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.098 3.83 ng/ul 545105 Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3572 (24.098 min): BN015106.D\data.ms (-3566) (-  m/z 57.05 100.00%

57.0
5000
9.1 T T
24.00 24.50
141.0 207.0
- \““ A m“w““ LATTL 2000 281 38T, 7116 73.83%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 L
24.00 24.50
9.0 m/z 43.10 58.65%
L 01830 0250 2020
O\\‘\‘\“\“\ \H\‘\\“\}“‘\M\ \‘\“ \‘\\\‘\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
— —
24.00 24.50
5000 ITI/Z 85.10 55.52%
‘ 9.0
41.0
50 L L1 L11H018307250 2000
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane 7 —
57.0 24.00 24.50
m/z 55.05 24.60%
5000
9.0
41.0 338.0
ot Ly 0180 0 26m0 380 B
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.851 3.95 ng/ul 561304  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3700 (24.851 min): BN015106.D\data.ms (-3694) (- m/z 57.05 100.00%
57.0

. vww/\wxwm/\wvaxw
— —
JnlS 160.2 24.50 25.00
ol “uw‘!‘ “M Llynkf.2252 2951 8861 us; 71,10 72.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 “ ——
24.50 25.00
m/z 43.10 56.20%
Lt | 77,1690 2250 2810 3650
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
— —
24.50 25.00
5000 m/z 85.10 54.09%
oL L \]ﬂ [ 1690 2250 294.0337.93800
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane “ —
57.0 24.50 25.00
m/z 55.05 20.75%
- JL
0 i H\ \‘h h‘ “‘ | \6\9 9 225 0 281.0 337.0 422 ¢
R B et e — ——
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Data Path : Z:
Data File : BN

Acqg On : 26
Operator : CG
Sample M2
Misc :

ALS vial : 35

Quant Method
Quant Title

TIC Library
TIC Integratio

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©62621\
015106.D
Jun 2021 08:38
/3U
704-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.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

Peak Number 15

(DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.727 3.07 ng/ul 436082  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3849 (25.727 min): BN015106.D\data.ms (-3843) (- m/z 57.10 100.00%

57.1
5000
13.1 éSgd ééod
207.0 :
om‘m hww L6 D 2079 3860 hyz 7110 72.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 — ——
25.50 26.00
m/z 43.05 56.29%
0 | L ‘ “\ ‘h h u‘ | ‘6‘9‘0‘2‘2‘50 281.0 352.0
\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

%

Abundance #194493: Hexacosane
57.0
25.50 26.00
5000 ITI/Z 85.10 53.83%
0 ‘ \L‘ uh\ h‘ d | 1569 Q 225.0 295.0 367.0
T B e B A B o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T ——
57.0 25.50 26.00
m/z 55.00 24.05%
LT 1690 2250 2810 sar0 422
R B et e —— —
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

26.762 2.60 ng/ul 369603  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31He4 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 4025 (26.762 min): BN015106.D\data.ms (-4020) (- m/z 57.10 100.00%
57.1

%

5000
7.1 26.50 27.00
197.1 284.0 356.1
o‘HH‘_Ju‘l[lfuww,um_m_HwHH‘HHw‘_m_wm m/z 71.05 80.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 —— ———
26.50 27.00
m/z 43.10 58.02%
ol i }l 197.0267.0 3650
‘\HT‘\!F! 1\\T‘H\\’\\H‘\\H‘\\\\‘\\H‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— ——
26.50 27.00
5000 ITI/Z 85.10 55.00%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

%

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 26.50 27.00
m/z 55.00 22.46%
5000

01970 30803790
O et A e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.50 27.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN@15106.D

Acqg On : 26 Jun 2021 08:38
Operator : CG/JU

Sample : M2704-09

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Toluene 3.999 2.2 ng/ul 115492 1 7.728 1070840 20.0
2-Pentanol, 4-m... 4.534 2.1 ng/ul 110591 1 7.728 1070840 20.0
Benzene, 1,3-di... 5.411 6.5 ng/ul 346238 1 7.728 1070840 20.0
p-Xylene 5.769 2.3 ng/ul 124433 1 7.728 1070840 20.0
Ethanol, 2-(2-b... 10.275 2.7 ng/ul 206179 2 10.499 1531320 20.0
1,3,5-Triazine-... 15.775 3.3 ng/ul 391512 4 17.098 2404280 20.0
1,3-Benzenediol... 18.428 8.8 ng/ul 1058510 4 17.098 2404280 20.0
Adipic acid, 2-... 20.516 109.3 ng/ul 14798800 5 21.292 2707600 20.0
1-Dodecanol, 2-... 21.022 2.3 ng/ul 312788 5 21.292 2707600 20.0
1,3-Benzenedica... 22.157 2.7 ng/ul 362509 5 21.292 2707600 20.0
Oxalic acid, 2-... 22.792 3.5 ng/ul 497605 6 23.539 2844160 20.0
(DEL) Alkane: S.. 22.874 2.2 ng/ul 317639 6 23.539 2844160 20.0
(DEL) Alkane: S.. 24.098 3.8 ng/ul 545105 6 23.539 2844160 20.0
(DEL) Alkane: S.. 24.851 4.0 ng/ul 561304 6 23.539 2844160 20.0
(DEL) Alkane: S.. 25.727 3.1 ng/ul 436082 6 23.539 2844160 20.0
(DEL) Alkane: S.. 26.762 2.6 ng/ul 369603 6 23.539 2844160 20.0
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