LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@30922\
Data File : BN©18891.D

Acqg On : 09 Mar 2022 19:09
Operator : CG/JU

Sample : N1839-01 10X

Misc :

ALS Vvial : 11 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-BN©30822.M
Title : SVOA CALIBRATION

Signal : TIC: BN@18891.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.270 45 48 52 rBV2 12056 17144 0.24% 0.033%
2 3.317 52 56 68 rvB 207380 287277 4.01% 0.548%
3 3.693 117 120 128 rBV 130766 214375 2.99% 0.409%
4 3,758 128 131 138 rVB 31933 50377 ©0.70% 0.096%
5 4.046 176 180 185 rvB2 7272 10486 0.15% ©0.020%
6 4.317 222 226 230 rVB 7025 9132 0.13% 0.017%
7 4.381 233 237 242 rBvV2 18330 26728 ©0.37% 0.051%
8 4.493 251 256 264 rBV 261274 365433 5.10% 0.697%
9 4,558 264 267 277 rVB 25964 40565 0.57% 0.077%
10 4.958 329 335 346 rBV 138046 205088 2.86% 0.391%
11 5.840 481 485 491 rVB3 7567 10304 0.14% 0.020%
12 6.905 662 666 672 rVB2 8624 11899 0.17% 0.023%
13 7.058 686 692 702 rVB 143010 237551  3.31% 0.453%
14 7.140 702 706 712 rVB7 3636 7447 0.10% 0.014%
15 7.222 712 720 732 rBV 551625 904106 12.61% 1.725%
16 7.428 748 755 764 rBV 520156 837691 11.68%  1.598%
17 7.9065 827 836 842 rBV 512360 812270 11.33%  1.550%
18 7.969 842 847 854 rVB 59365 89232 1.24% 0.170%
19 8.605 948 955 965 rBV 454280 715838 9.98% 1.366%
20 8.722 970 975 983 rVB 18861 34533 0.48% 0.066%
21 9.058 1026 1032 1042 rBV 680903 1115264 15.55% 2.128%
22 9.193 1052 1055 1058 rBV4 6138 8877 0.12% 0.017%
23 9.234 1058 1062 1067 rVvs8 6086 12566 0.18% 0.024%
24 9.299 1067 1073 1082 rVB3 5716 12509 0.17% 0.024%
25 9.516 1105 1110 1114 rVB2 12372 17728 0.25% 0.034%
26 9.563 1114 1118 1121 rBV5 4724 7307 0.10% 014%

27 9.787 1149 1156 1173 rBV 562885 902086 12.58%
28 10.328 1241 1248 1257 rBV 810186 1335676 18.63%

NONRO
Ul
A
o
R

29 10.628 1293 1299 1305 rVB8 3649 8568 0.12% 016%
30 10.710 1305 1313 1321 rBV 809254 1328294 18.52% 5347%
31 10.840 1326 1335 1346 rBV 584362 1006090 14.03% 1.919%
32 11.252 1400 1405 1409 rBV3 6258 9430 0.13% 0.018%
33 11.304 1409 1414 1420 rBV3 7754 13442 0.19% 0.026%
34 12.299 1578 1583 1589 rBV2 16291 26194 ©.37% 0.050%
35 13.375 1761 1766 1773 rVB6 10181 13543 0.19% 0.026%

36 13.940 1856 1862 1868 rVV 1826520 2508695 34.98% 4.786%

SFAM-EPA-BNO30822.M Sat Mar 12 00:50:34 2022 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@30922\
Data File : BN©18891.D

Acqg On : 09 Mar 2022 19:09
Operator : CG/JU

Sample : N1839-01 10X

Misc :

ALS Vvial : 11 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-BN©30822.M
Title : SVOA CALIBRATION
37 13.987 1868 1870 1881 rVB 15586 22900 0.32% 0.044%
38 14.228 1900 1911 1924 rBV 1965010 2948527 41.12% 5.625%
39 14.322 1924 1927 1933 rVB7 4792 8419 0.12% 0.016%
40 14.440 1943 1947 1952 rVB5 7958 10857 0.15% 0.021%
41 14.540 1957 1964 1975 rVB 1327195 1951762 27.22% 3.723%
42 14.716 1988 1994 1998 rBV 149107 226213 3.15% 0.432%
43 14.751 1998 2000 2007 rVB 22159 29296 0.41% 0.056%
44 14.934 2027 2031 2036 rVB8 5781 7226 0.10% 0.014%
45 15.016 2040 2045 2049 rVB6 6575 7839 0.11% 0.015%
46 15.157 2064 2069 2075 rBV6 11214 19922 0.28% 0.038%
47 15.351 2093 2102 2105 rVvVv5 8360 16849 0.23% 0.032%
48 15.392 2105 2109 2112 rVB5 6187 8042 0.11% 0.015%
49 15.528 2122 2132 2144 rBV 2678098 3934627 54.87% 7.506%
50 15.634 2144 2150 2158 rBV 951242 1306520 18.22% 2.492%
51 15.704 2160 2162 2168 rvV3 13063 18786 0.26% 0.036%
52 15.769 2168 2173 2178 rVB 11901 16891 0.24% 0.032%
53 15.887 2189 2193 2198 rVBS8 5953 9906 0.14% 0.019%
54 15.940 2198 2202 2208 rBvV8 4722 7870 0.11% 0.015%
55 16.092 2225 2228 2233 rBV6 4073 7216 0.10% 0.014%
56 16.210 2243 2248 2251 rBV6 5812 10434 0.15% 0.020%
57 16.245 2251 2254 2262 rVvv9 9607 17027 0.24% 0.032%
58 16.316 2262 2266 2271 rVB5 9668 15679 0.22% 0.030%
59 16.639 2317 2321 2326 rWW7 4434 9722 0.14% 0.019%
60 16.822 2349 2352 2357 rBV5S 6810 11320 0.16% 0.022%
61 16.928 2364 2370 2380 rBV 314340 457289 6.38% 0.872%
62 17.028 2382 2387 2391 rBV7 11347 25527 0.36% 0.049%
63 17.275 2423 2429 2439 rBV 1742200 2476127 34.53% 4.724%
64 17.375 2439 2446 2460 rBV2 3400907 4827961 67.33% @ 9.210%
65 17.639 2488 2491 2498 rBV5 4765 10098 0.14% 0.019%
66 17.898 2531 2535 2539 rVVW6 10464 13634 0.19% 0.026%
67 17.945 2539 2543 2548 rVB7 11092 17876 0.25% 0.034%
68 18.169 2576 2581 2590 rBV5 32323 59681 0.83% 0.114%
69 18.245 2590 2594 2599 rVB 10424 16085 0.22% 0.031%
70 18.598 2651 2654 2660 rVB 25673 30919 0.43% 0.059%
71 18.798 2684 2688 2691 rBV4 8407 11073 0.15% 0.021%
72 19.233 2756 2762 2766 rVB 51473 76780 1.07% 0.146%
73 19.298 2769 2773 2778 rBV 49441 66053 0.92% 0.126%
74 19.445 2795 2798 2801 rBV5S 6175 7798 0.11% 0.015%
75 19.592 2821 2823 2828 rVB6 6396 7831 0.11% 0.015%

76 19.663 2829 2835 2849 rBV 4266884 6002788 83.71% 11.451%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©30922\

Data File : BN@18891.D

Acqg On : 09 Mar 2022 19:09

Operator : CG/JU

Sample : N1839-01 10X

Misc

ALS Vvial : 11 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-BN©30822.M
Title : SVOA CALIBRATION

77 19.892 2870 2874 2877 rBV5 8344 10533 ©0.15% 0.020%
78 20.663 3002 3005 3009 rVB 23906 25376 ©.35% 0.048%
79 21.157 3085 3089 3098 rBV 95840 157023 2.19% ©0.300%
80 21.363 3122 3124 3129 rVB2 17240 18453 0.26% 0.035%
81 21.451 3134 3139 3152 rVV 2421899 3079352 42.94% 5.874%
82 22.069 3241 3244 3251 rVB6 21875 32800 0.46% 0.063%
83 22.563 3325 3328 3332 rVB2 48941 63703 0.89% 0.122%
84 23.116 3418 3422 3428 rVB 84273 119868 1.67% ©.229%
85 23.692 3511 3520 3536 rBV 3467381 7170904 100.00% 13.680%
86 23.845 3538 3546 3560 rVB2 1740798 3392408 47.31% 6.472%
87 24.457 3645 3650 3658 rVB 100225 199598 2.78% 0.381%
88 25.298 3787 3793 3800 rVB3 87478 204139 2.85% ©.389%

Sum of corrected areas: 52419272
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©30922\

BNO18891.D

: 09 Mar 2022 19:09
: CG/JU
: N1839-01 10X

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©30822.M

: SVOA CALIBRATION

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

3.317
0..3:200

4.493 58

33?‘?@&.‘04 838558+

TIC: BN018891.D\data.ms

7.222428 7.905

Iy

5.840

oy —

9.058 9.787

10.32810.710

840
10.6] J\ 112524

Time-->
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350 4.00 450 5.00

5.50

6.00 650 700 750 800 850

9.00

9.50

10.00 1050 11.00 11.50
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4000000

3500000

3000000

2500000
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1500000
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13,040 728

13.987413

TIC: BN018891.D\data.ms

17.375
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B% .!BB‘MQFZ)ZS
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PRI
oL R

17.275

19.663
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0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

21.451
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TIC: BN018891.D\data.ms

23.692
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Time-->

21.00 2150 22.00 2250 23.00 2350 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©30922\
Data File : BN@18891.D

Acqg On : @9 Mar 2022 19:09

Operator : CG/JU

Sample : N1839-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©30822.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propanoic acid, propyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.493 9.00 ng/ul 365433 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance Scan 256 (4.493 min): BN018891.D\data.ms (-251) (-) m/z 57.00 100.00%
57.0
5000 k
A AamE T
‘ 87.0 4.20 4.40 4.60 4.80
b 1768 2080y ;75,00 35.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 UL L B B AL R
4.20 4.40 4.60 4.80
29.0 m/z 43.05 19.55%
‘ ‘ 87.0
\\\‘\‘\\\"h\\\\“‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9259: Propanoic acid, propyl ester
57.0
R RERRRE R
29.0 4.20 4.40 4.60 4.80
5000 m/z 41.10 13.62%
87.0
L 2150
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester e PR e
57.0 4.20 4.40 4.60 4.80
m/z 42.00 8.83%
5000
29.0
ok
I
et
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

SFAM-EPA-BN@30822.M Sat Mar 12 00:50:37 2022

Page:

5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@30922\
Data File : BN©18891.D

Acqg On : @9 Mar 2022 19:09
Operator : CG/JU

Sample : N1839-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©30822.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 TIsopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.958 5.05 ng/ul 205088 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 83
3 Isopropyl butyrate 130 C7H1402 000638-11-9 72
4 Isopropyl butyrate 130 C7H1402 000638-11-9 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 335 (4.958 min): BN018891.D\data.ms (-329) (-) m/z 43.05 100.00%
43.0
71.0
5000
‘ ‘ 460480500520
115.0 207.0 e .
el L B0 2070 7100 63.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 L L R L B BN B
4.60 4.80 5.00 5.20
‘ m/z 41.10 26.39%
\}?\‘9\‘{\\““‘1‘\\\‘1\\}‘\‘\!\\‘\1\1\-?,‘0\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15400: Isopropyl butyrate
43.0
PR T
71.0 4.60 4.80 5.00 5.20
5000 ITI/Z 89.10 25.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropy! butyrate T
43.0 71.0 4.60 4.80 5.00 5.20
m/z 42.00 13.18%
5000
115.0
150,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@30922\
Data File : BN©18891.D

Acqg On : @9 Mar 2022 19:09
Operator : CG/JU

Sample : N1839-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©30822.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.969 2.20 ng/ul 89232  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
Abundance Scan 847 (7.969 min): BN018891.D\data.ms (-842) (-) m/z 57.05 100.00%
57.0
5000 N
83.0 SUNUON || A V-
‘ 7.60 7.80 8.00 8.20
\\\‘\H\“‘M\“‘\\“\\“‘H\\“:!-:\L\Z\.‘ZH\\‘\\\\‘\\\\‘]\-\9\2\.‘8\\\\ m/Z 41.05 41.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
7.60 7.80 8.00 8.20
29.0 83.0 m/z 43.05 34.51%
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R SEEE S LR
7.60 7.80 8.00 8.20
5000 m/z 55.00 31.21%
29.0 83.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0 7.60 7.80 8.00 8.20
m/z 56.00 24.02%
5000
83.0
29.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@30922\
Data File : BN©18891.D

Acqg On : @9 Mar 2022 19:09
Operator : CG/JU

Sample : N1839-01 10X

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©30822.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|

Propanoic acid,... 4.493 9.0 ng/ul 365433 1 7.905 812270 20.0
Isopropyl butyrate 4.958 5.0 ng/ul 205088 1 7.905 812270 20.0
1-Hexanol, 2-et... 7.969 2.2 ng/ul 89232 1 7.905 812270 20.0
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