LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc :

ALS vial : 7 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@15171.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.681 98 101 118 rBV 99368 167512 4.18% 0.437%
2 5.834 465 467 472 rVB2 12786 16285 0.41% 0.043%
3 6.393 559 562 565 rVB3 7946 10608 0.26% 0.028%
4 6.893 641 647 657 rVB 163312 260776 6.51% 0.681%
5 7.063 669 676 691 rVB 587024 927381 23.16% 2.422%
6 7.258 703 709 717 rBV 583504 915862 22.87%  2.392%
7 7.722 782 788 794 rBV 577772 894757 22.34%  2.336%
8 7.787 794 799 807 rVB 162302 237300 5.93% 0.620%
9 7.958 824 828 835 rVB5 8264 14082 0.35% 0.037%
106 8.334 888 892 898 rvw4 5128 8114 0.20% 0.021%
11 8.416 900 906 918 rVV 451529 707476 17.67% 1.847%
12 8.528 920 925 933 rvVB3 53120 94187 2.35% 0.246%
13 8.805 967 972 977 rBV 134901 210924 5.27% 0.551%
14 8.869 977 983 993 rVB 680755 1133485 28.30% 2.960%
15 9.034 1007 1011 1018 rVB4 6503 11406 0.28% 0.030%
16 9.422 1075 1077 1084 rVB5 3671 5687 0.14% 0.015%
17 9.581 1097 1104 1116 rVB 454692 737458 18.42%  1.926%
18 9.722 1121 1128 1134 rBV4 3250 6544 0.16% 0.017%
19 9.804 1138 1142 1146 rBV5 3729 6024 0.15% 0.016%
20 10.116 1187 1195 1204 rBV 743977 1225899 30.61% 3.201%
21 10.281 1220 1223 1231 rVB6 6252 8937 0.22% 0.023%
22 10.404 1239 1244 1250 rVB5 25302 40983 1.02% 0.107%
23 10.493 1252 1259 1266 rBV 756506 1273858 31.81% 3.326%
24 10.557 1266 1270 1275 rVB3 21133 31829 0.79% 0.083%
25 10.628 1275 1282 1289 rBV 696617 1159197 28.95% 3.027%
26 11.134 1363 1368 1374 rVB 16710 27527 0.69% 0.072%
27 11.281 1387 1393 1399 rVB7 4418 7458 0.19% 0.019%
28 11.669 1454 1459 1467 rBV3 3008 6838 0.17% 0.018%
29 12.081 1522 1529 1535 rBV 12850 22168 0.55% 0.058%
30 12.257 1552 1559 1564 rVB6 2985 6080 0.15% 0.016%
31 12.393 1577 1582 1585 rBvV2 3776 5793 0.14% 0.015%
32 12.704 1630 1635 1642 rBV 58350 98299 2.45% 0.257%
33 12.957 1672 1678 1693 rBV 198478 285883 7.14% 0.747%
34 13.187 1712 1717 1723 rVB 16403 22407 ©0.56% 0.059%
35 13.257 1723 1729 1736 rBV 53819 83769 2.09% 0.219%

36 13.757 1808 1814 1825 rBV 1386338 1914463 47.81%  4.999%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc :

ALS vial : 7 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 14.040 1855 1862 1873 rBV 1704620 2450245 61.19% 6.398%
38 14.204 1886 1890 1894 rVB3 5624 6804 0.17% 0.018%
39 14.345 1906 1914 1923 rBV 1057131 1588508 39.67% 4.148%
40 14.540 1941 1947 1960 rBV 92600 146521 3.66% ©.383%
41 15.022 2024 2029 2036 rVB 5897 9251 0.23% 0.024%
42 15.163 2047 2053 2059 rBv4 17826 33083 0.83% 0.086%
43 15.345 2077 2084 2097 rVB 2083538 2974327 74.27% 7.767%
44 15.457 2097 2103 2115 rBV 342897 460913 11.51% 1.204%
45 15.581 2119 2124 2129 rVB2 20600 28265 0.71% 0.074%
46 15.710 2139 2146 2153 rBV2 9927 15973 0.40% 0.042%
47 16.128 2213 2217 2220 rVB4 6128 7291 0.18% ©0.019%
48 16.781 2324 2328 2332 rVB4 5012 6137 0.15% 0.016%
49 16.881 2341 2345 2349 rVB3 4117 5597 ©.14% 0.015%
50 17.098 2375 2382 2388 rBV 1280070 1843586 46.04% 4.814%
51 17.192 2392 2398 2412 rVB 2401274 3416759 85.32% 8.922%
52 17.386 2427 2431 2436 rVB 11890 15256 0.38% 0.040%
53 17.769 2492 2496 2502 rVB 81410 96553 2.41% 0.252%
54 18.004 2532 2536 2540 rBV5 2394 4362 0.11% 0.011%
55 18.069 2542 2547 2556 rVB 22697 32924 0.82% ©0.086%
56 18.292 2582 2585 2589 rVB2 7421 7821 0.20% 0.020%
57 18.510 2618 2622 2628 rVB5 10222 14147 ©.35% 0.037%
58 18.580 2631 2634 2636 rBV3 5325 5106 ©.13% 0.013%
59 18.863 2677 2682 2685 rBV4 4261 6606 0.16% 0.017%
60 19.057 2711 2715 2717 rBV3 3512 5589 0.14% 0.015%
61 19.128 2723 2727 2731 rBV 24676 31509 ©.79% 0.082%
62 19.380 2766 2770 2775 rVB 17580 23899 0.60% 0.062%
63 19.498 2784 2790 2798 rBV 2973200 4004643 100.00% 10.457%
64 20.098 2888 2892 2895 rBV4 2302 4337 0.11% 0.011%
65 20.516 2959 2963 2968 rBV5 22750 31000 ©.77% ©0.081%
66 21.004 3044 3046 3048 rBV2 7262 5497 0.14% 0.014%
67 21.227 3080 3084 3087 rVB 51049 56601 1.41% 0.148%
68 21.298 3091 3096 3105 rVV 1577377 1986758 49.61% 5.188%
69 22.369 3273 3278 3284 rBV6 51189 95445 2.38% 0.249%
70 22.880 3362 3365 3373 rVB2 44899 73414 1.83% 0.192%

71 23.404 3447 3454 3461 rBV2 2074307 3879914 96.89% 10.132%
72 23.551 3472 3479 3489 rVB2 1076515 2088913 52.16% 5.455%
73 24.104 3569 3573 3578 rVB2 67443 117898 2.94% 0.308%
74 24.857 3697 3701 3712 rVB4 57338 126448 3.16% ©.330%

Sum of corrected areas: 38295156
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2021 12:21
: CG/JU
: M2808-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062821\
BNO15171.D

: 7 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

2500000

2000000

1500000

1000000

500000

TIC: BN015171.D\data.ms

8.869 10.116L04498>g
8.416 9.581

7.08258 7.722

3.681 6.89 7787 g
5.834  6.393 A 7.958 8.3842 034 9.42HF.84 10LD: 7 11111338]11 669

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11 00 11.50

TIC: BN015171.D\data.ms
19.498

17.192

15.345

14.040
13.757
3.7 17.098
14.345

15%.457

12.957
12.08m5392- 704 /\1@31357 420840 1510296 3]7{&158711016.128 166881/ /17.386" - 7%@@2%5&8 80958, 3$b 20.09820.51

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

12.00 12.50 1300 1350 1400 1450 15.00 1550 16.00 16.50 17.00 17.50 1800 18.50 19.00 19.50 20.00
TIC: BN015171.D\data.ms

23.404

21.298

22.369 22.880 24.104 24.857

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 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\BN©62821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc :

ALS vial : 7 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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.787 5.30 ng/ul 237300 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 53
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 799 (7.787 min): BNO15171.D\data.ms (-794) (-) m/z 57.05 100.00%
57.0
5000
41.0
70.1 83.1 REaas e BRR o
H 98.1 1154 7.40 7.60 7.80 8.00 8.20
bl e L AR m/z 41.00 33.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 7.40 7.60 7.80 8.00 8.20
29.0 mogu) m/z 43.05 29.08%
W\ L H d 980 112.0
O\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
[T T R
7.40 7.60 7.80 8.00 8.20
5000 410 m/z 55.00 25.27%
70.0 83.0
0,140 H‘ \‘ ‘\ %80 1120
H‘_‘H‘H“_‘H‘H‘w"H‘H‘w“u‘u‘w‘u“u‘w‘u“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13669: 1-Hexanol, 2-ethyl- e A RRREE
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.10 20.03%
5000
70.0 83.0
‘ ‘ ‘ 98.0
112.0
oHw"‘w"H_HwHHm"‘Hw“Hwawwmw ERERERR R —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc :

ALS vial : 7 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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.805 4.71 ng/ul 210924 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
5 Mequinol 124 C7H802 000150-76-5 90
Abundance Scan 972 (8.805 min): BN015171.D\data.ms (-967) (-) m/z 109.00 100.00%
109.0
81.0
5000
53.0 [
8.40 8.60 8.80 9.00 9.20
Ol L2070 1y 12400 78.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10418: Phenol, 2-methoxy-
109.0
81.0
5000 | BN AL B R
8.40 8.60 8.80 9.00 9.20
27.0 53.0 m/z 81.00 74.04%
O \\\‘\“\‘\\““‘\\‘H“‘\“m\\\‘i‘\\\‘\‘\\‘\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10417: Phenol, 2-methoxy-
109.0
R R
81.0 8.40 8.60 8.80 9.00 9.20
5000 m/z 53.00 21.41%
53.0
27.0 ‘
0 ‘H‘“m““"Hu‘w“;‘uM“mw‘u,‘m_mwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10419: Phenol, 2-methoxy- R A RARREE
109.0 8.40 8.60 8.80 9.00 9.20
m/z 52.00 11.88%
5000 81.0
27.0 57-0
0“‘_N‘ﬂ‘ﬁh‘wuupu‘w“u,‘H“H“_“w“u“u‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc :

ALS vial : 7 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 Propanoic acid, 2-methyl-, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.957 3.60 ng/ul 285883  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 91
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 47
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 45
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 43
Abundance Scan 1678 (12.957 min): BN015171.D\data.ms (-1672) (- m/z 71.00 100.00%
71.0
43.0
5000 /L
1300
0 1431 1731 .
| — H““ pR0 130 T 1wz se.ee  79.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #74089: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trime
71.0
43.0 A
5000 L N
13.00
m/z 43.05 74.56%
ol 900 mao 1430 1730
\\\‘\\\\‘\\\‘\\\\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20898: Butanoic acid, butyl ester
71.0 J\\
e R
43.0 13.00
5000 m/z 89.10 64.28%
101.0
0l15.0 \ \ L 144.0
“ At
m/z--> 20 80 100 120 140 160
Abundance #74085: Propan0|c acid, 2-methyl-, 2-ethyl-3-hydroxyhex S
89.0 13.00
m/z 41.10 29.99%
56.0
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062821\
Data File : BN@15171.D

Acqg On : 28 Jun 2021 12:21
Operator : CG/JU

Sample : M2808-01

Misc

ALS vial : 7 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|
1-Hexanol, 2-et... 7.787 5.3 ng/ul 237300 1 7.722 894757 20.0
Phenol, 2-methoxy- 8.805 4.7 ng/ul 210924 1 7.722 894757 20.0
Propanoic acid,... 12.957 3.6 ng/ul 285883 3 14.345 1588510 20.0
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