LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acqg On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc :

ALS Vvial : 56 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_ P\Methods\SFAM-EPA-BP112522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12782.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.399 32 36 39 rBV 137594 166088 ©.68% 0.078%
2 3.434 39 42 48 rVB 104068 133716 0.55% 0.062%
3 3.822 104 108 125 rBV 953103 1495563 6.15% ©.699%
4 4.063 144 149 154 rBV 81729 120847 ©.50% 0.056%
5 4.157 161 165 171 rVB 51405 77532 0.32% 0.036%
6 5.634 411 416 424 rBv2 22994 52625 0.22% 0.025%
7 6.010 473 480 486 rVB4 19381 37852 ©0.16% ©0.018%
8 6.081 486 492 503 rVB 90739 149296 0.61% 0.070%
9 7.163 669 676 686 rvV 1498972 2359731 9.70% 1.102%
10 7.340 699 706 717 rVW 3013680 4765722 19.60% 2.226%
11 7.469 723 728 732 rVB3 19290 32433 09.13% 0.015%
12 7.545 732 741 749 rBV 2455201 3895417 16.02% 1.820%
13 7.634 749 756 758 rvVv3 47644 99329 0.41% 0.046%
14 7.663 759 761 768 rVW3 30081 39922 0.16% 0.019%
15 7.740 769 774 779 rVB 34147 50740 0.21% 0.024%
16 8.016 812 821 827 rBV 2259758 3605183 14.83% 1.684%
17 8.075 827 831 838 rVB 873425 1281234 5.27% ©.599%
18 8.398 879 886 893 rBV 119718 201302 0.83% 0.094%
19 8.557 906 913 922 rVB 220614 363654 1.50% 0.170%
20 8.716 933 940 954 rBV 2858620 4585714 18.86% 2.142%
21  9.128 1004 1010 1012 rBV4 17886 27572 ©0.11% 0.013%
22 9.187 1012 1020 1031 rVV 3370056 5534416 22.76% 2.585%
23 9.281 1031 1036 1043 rVB4 29272 53741 0.22% 0.025%
24  9.504 1066 1074 1081 rBV5 16664 42550 0.17% ©0.020%
25 9.734 1105 1113 1119 rVB5 15087 32944 0.14% 0.015%
26 9.910 1134 1143 1151 rBV 1042386 1704096 7.01% 0.796%
27 9.987 1151 1156 1161 rVB2 42932 70152 0.29% 0.033%
28 10.122 1173 1179 1190 rVB 224221 358655 1.48% 0.168%
29 10.228 1192 1197 1207 rVB7 17139 39725 0.16% 0.019%
30 10.345 1211 1217 1226 rVB7 20226 42301 0.17% 0.020%

31 10.445 1226 1234 1245 rBV 3240873 5324073 21.90%
32 10.834 1292 1300 1305 rBV 3321795 5604374 23.05%
33 10.886 1305 1309 1315 rVV 922825 1461252 6.01%
34 10.969 1315 1323 1337 rVV 4299831 7471079 30.73%
35 11.492 1407 1412 1416 rBV6 12848 24857  0.10%
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36 11.633 1427 1436 1443 rBV 89914 160421 0.66% 0.075%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acqg On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc :

ALS Vvial : 56 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_ P\Methods\SFAM-EPA-BP112522.M
Title : SVOA CALIBRATION
37 11.857 1469 1474 1481 rVB5 29310 49325 0.20% ©.023%
38 12.228 1532 1537 1543 rVB2 37924 61996 0.25% 0.029%
39 12.410 1560 1568 1574 rBV2 64243 117558 0.48% 0.055%
40 12.486 1574 1581 1588 rVB 409764 641402 2.64% 0.300%
41 12.704 1608 1618 1628 rVB 244499 403362 1.66% ©.188%
42 13.386 1730 1734 1739 rVB6 17405 25172 0.10% 0.012%
43 13.492 1739 1752 1756 rBV 150632 249049 1.02% 0.116%
44 13.551 1756 1762 1770 rVV 1482435 2246097 9.24% 1.049%
45 13.622 1770 1774 1780 rVV4 30144 72525 0.30% 0.034%
46 13.686 1780 1785 1795 rVB 57148 110067 ©.45% ©0.051%
47 13.816 1801 1807 1808 rBvV2 58830 81576 ©.34% 0.038%
48 13.975 1828 1834 1839 rBV 109427 182332 ©.75% 0.085%
49 14.063 1839 1849 1863 rVV 8153454 11904270 48.96% 5.561%
50 14.210 1870 1874 1878 rVB3 26670 33422 0.14% 0.016%
51 14.351 1890 1898 1912 rBV 9719328 14727265 60.57% 6.880%
52 14.651 1939 1949 1955 rBV 5305041 7984000 32.84% 3.730%
53 14.716 1955 1960 1968 rVB 699637 1011209 4.16% 0.472%
54 14.827 1974 1979 1992 rBV 306568 536633  2.21% ©.251%
55 14.963 1999 2002 2006 rVB2 24138 32432 0.13% 0.015%
56 15.051 2012 2017 2023 rVB 440717 631073 2.60% 0.295%

57 15.263 2047 2053 2058 rBV8 13071 34325 0.14% 0.016%
58 15.645 2111 2118 2124 rBV 12359485 18516536 76.15% 8.650%

59 15.698 2124 2127 2134 rVB 489429 680863 2.80% ©.318%
60 15.886 2151 2159 2166 rVB2 74205 179606 ©.74% ©0.084%
61 15.951 2166 2170 2173 rVV3 19751 25891 0.11% 0.012%
62 15.998 2173 2178 2183 rVB 46464 69592 ©.29% 0.033%
63 16.139 2194 2202 2210 rBV 45573 102697 ©.42% 0.048%
64 16.216 2210 2215 2222 rVB6 14592 32676 ©0.13% ©0.015%
65 16.433 2245 2252 2257 rBV5 25684 39543 0.16% ©0.018%
66 16.704 2295 2298 2303 rVB4 23773 35929 0.15% 0.017%
67 17.221 2383 2386 2394 rVB 72760 113933 0.47% ©0.053%
68 17.410 2411 2418 2422 rBV 6760918 9826154 40.41% 4.590%
69 17.451 2422 2425 2429 rVV 1168017 1532804 6.30% ©.716%

70 17.510 2429 2435 2448 rVB2 13952548 20168661 82.95% 9.422%

71 17.692 2462 2466 2470 rVB 35404 45887 0.19% 0.021%
72 17.810 2477 2486 2492 rVB2 36834 74064 0.30% 0.035%
73 18.268 2560 2564 2568 rBv2 33788 50873 0.21% 0.024%
74 18.315 2568 2572 2576 rVB 34867 44696 0.18% 0.021%
75 18.463 2592 2597 2600 rBV 69839 104665 0.43% 0.049%
76 18.751 2643 2646 2650 rBv4 21302 28232 0.12% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acqg On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc

ALS Vvial : 56 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_ P\Methods\SFAM-EPA-BP112522.M
Title : SVOA CALIBRATION

77 19.310 2737 2741 2746 rVB2 134609 186591 0.77% ©.087%
78 19.380 2748 2753 2755 rVV 129231 184500 0.76% ©.086%
79 19.410 2755 2758 2764 rVB 200066 272660 1.12% 0.127%
80 19.627 2791 2795 2797 rBV2 37231 54963 0.23% 0.026%

81 19.657 2798 2800 2803 rVB 44151 40528 0.17% 0.019%
82 19.739 2807 2814 2827 rBV 17559299 24314609 100.00% 11.359%
83 21.492 3107 3112 3122 rBV 8269649 10970150 45.12% 5.125%
84 23.850 3504 3513 3521 rBV2 11316034 23274513 95.72% 10.873%
85 24.009 3533 3540 3554 rVB2 5023518 10488077 43.13% 4.900%

Sum of corrected areas: 214061091
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

: 56

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
BP012782.D

: 26 Nov 2022 23:50
: CG/JU
: N5694-09

Sample Multiplier: 1

. SVOA CALIBRATION

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

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112522.M
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1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

| 3308

3.822

\ 40837 5.634 600061

TIC: BP012782.D\data.ms

545 8.016

7340
4

10.969

9.187 10.44510.8

8.716

9.910 10/886
8&15@173@5% , 11149833¢

0
Time-->

350 4.00 450

5.00

550 6.00

6.50

7.00 7.50

950 1000 1050 11.00 11.50

Abundance

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

14.351
14.063

14.651

13.551

12, 22%1,@@6704 13, 30800 6114 2

TIC: BP012782.D\data.ms

15.645

;@@1263 ?Li%mmas 704 17.

19.739

17.510

17.4]

1714
22

1
&emo 1B286563.751 199360

Time-->

12.00

12. 50 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

Abundance

1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

23.850

21.492

TIC: BP012782.D\data.ms

4.009

0

Time-->

21.00 2150 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

SFAM-EPA-BP112522.M Mon Nov 28 16:38:36 2022

Page: 4




Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\

BP012782.D

: 26 Nov 2022 23:50
: CG/JU
: N5694-09

: 56  Sample Multiplier: 1

. SVOA CALIBRATION

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

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112522.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 1

Peak Number 1 1-Hexanol, 2-ethyl-

R.T EstConc Area Relative to ISTD R.T.
8.075 7.11 ng/ul 1281230 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 831 (8.075 min): BP012782.D\data.ms (-827) (-) m/z 57.05 100.00%
57.0
5000 p/\
A RAREE AR
H 2 207.0264.9 340.6400 9 780 8.008.20 8.40
17. . 4. 40.6400.5 474.9532.9 o
oAb 172 207.0264.9 34064005 474.95329  n/; 41.10  36.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L R B R B B
7.80 8.00 8.20 8.40
m/z 43.05 32.60%
O‘\\”\H\‘\!\“\J‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
T
7.80 8.00 8.20 8.40
5000 m/z 55.05 26.87%
o"‘-lﬁlJl,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl- R S ARRENEEERNEES
57.0 7.80 8.00 8.20 8.40
m/z 56.05 20.44%
5000 jJK¢\
0 du }LJ‘

‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acq On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc

ALS Vial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.557 2.02 ng/ul 363654 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, l-ethynyl-4-methyl- 116 C9H8 000766-97-2 91
5 6-Phenyl-5-hexyn-3-o0l 174 C12H140 135663-98-8 83
Abundance Scan 913 (8.557 min): BP012782.D\data.ms (-906) (-) m/z 115.00 100.00%
115.0
5000 A—j\
AR aREEE
39.0 8.20 8.40 8.60 8.80

iyl | 2080 28093428 4152 5201 ./, 116.00  94.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9541: Indene
116.0

5000 e e
8.20 8.40 8.60 8.80

m/z 89.00 12.10%

39. 0\ |
| 1l
‘\\\T’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9550: 3-Methylphenylacetylene
115.0

8.20 8.40 8.60 8.80

o

o

5000 ITI z 63.00 12.05%
390\ |
O HHe e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9544: Benzene, 1-propynyl-
115.0 8.20 8.40 8.60 8.80

m/z 117.00 9.19%

5000
39.0
0 - IL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acq On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc

ALS Vial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.551 5.63 ng/ul 2246100  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
3 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 64
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53

Abundance Scan 1762 (13.551 min): BP012782.D\data.ms (-1756) (- m/z 43.00 100.00%

43.0
109.1
5000
T T T
\ ‘ l 69.1 ‘ 13.50
ol bl SO7S 28103410 4385 84 n/7 1@9.05  69.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 — :
13.50
m/z 151.05 45.77%
J ‘ ‘ ’ 69.0
O‘\\“\\‘A‘\JJ\IH\L\‘”‘JL\J\H\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
4 T
43.0 13.50
5000 ITI/Z 41.05 22.86%
69.0

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0 7 ‘
109.0 13.50

m/z 69.00 14.73%

—

50001 439

>;

| \‘ Lifpt] fr20

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112522\
Data File : BP@12782.D

Acqg On : 26 Nov 2022 23:50
Operator : CG/JU

Sample : N5694-09

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112522.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|
1-Hexanol, 2-et... 8.075 7.1 ng/ul 1281230 1 8.016 3605180 20.0
Indene 8.557 2.0 ng/ul 363654 1 8.016 3605180 20.0
2,4,7,9-Tetrame... 13.551 5.6 ng/ul 2246100 3 14.651 7984000 20.0
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