LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc :

ALS vial : 8 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-BN101222.M
Title : SVOA CALIBRATION

Signal : TIC: BN@2209@.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 42 46 52 rBV 20431 29957 0.77% 0.091%
2 3.705 119 122 140 rBV 110779 220980 5.67% 0.672%
3 3.934 154 161 172 rBV2 43611 76793 1.97% 0.234%
4 4.034 174 178 183 rVB 14131 18237 ©0.47% 0.055%
5 4.422 239 244 253 rBV2 27230 42240 1.08% ©0.129%
6 4.922 325 329 333 rBV3 3349 4928 0.13% 0.015%
7 5.016 337 345 351 rVB2 9096 17416 0.45% 0.053%
8 5.410 406 412 415 rBV6 3087 5730 0.15% 0.017%
9 5.975 505 508 512 rBv4 3847 5685 0.15% 0.017%
10 6.934 667 671 675 rVW2 3419 6272 0.16% 0.019%
11 7.046 684 690 693 rBv4 3683 6692 0.17% 0.020%
12 7.110 693 701 709 rVB2 109041 213949 5.49% 0.651%
13 7.287 724 731 744 rVB 374017 615909 15.80% 1.874%
14 7.481 757 764 776 rBV 345766 558157 14.32% 1.698%
15 7.957 838 845 851 rBV 368082 601621 15.43% 1.831%
16 8.022 851 856 868 rVB 166461 265215 6.80% 0.807%
17 8.675 961 967 978 rBV 290095 477720 12.25% 1.454%
18 8.798 983 988 993 rVB2 12971 21270 ©.55% 0.065%
19 9.075 1028 1035 1039 rBV 25093 42334 1.09% 0.129%
20 9.140 1039 1046 1054 rwVv 425974 704243 18.07% 2.143%
21  9.298 1069 1073 1077 rBV4 4968 7772 0.20% 024%

22 9.863 1162 1169 1182 rVB 325523 549151 14.09%
23 10.404 1253 1261 1275 rBV 479919 803379 20.61%

OONR®
N
IS
B
xR

24 10.569 1284 1289 1297 rVB7 5147 9743  0.25% 030%
25 10.645 1297 1302 1306 rBV6 2835 4736  0.12% 014%
26 10.698 1306 1311 1319 rVV3 14028 22198 ©.57% ©.068%
27 10.787 1319 1326 1333 rBV 565073 972852 24.96%  2.960%
28 10.845 1333 1336 1342 rVB4 8666 13893 0.36% 0.042%
29 10.934 1343 1351 1366 rBV 856213 1488948 38.19% 4.530%
30 11.222 1394 1400 1405 rBvV2 8003 12762 ©.33% 0.039%
31 11.451 1434 1439 1446 rBV2 4863 8717 0.22% 0.027%
32 11.592 1455 1463 1466 rBV7 2730 5452 0.14% 0.017%
33 12.381 1593 1597 1603 rVB 8543 12524 ©.32% ©0.038%
34 12.628 1631 1639 1647 rBV 8795 15881 ©0.41% ©0.048%
35 12.881 1672 1682 1692 rBV 232068 364218 9.34% 1.108%
36 12.981 1696 1699 1707 rVV5 5575 9772 0.25% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc :

ALS vial : 8 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-BN101222.M
Title : SVOA CALIBRATION
37 13.233 1734 1742 1747 rVB2 11481 16684 0.43% 0.051%
38 13.475 1775 1783 1789 rBV 46767 71413 1.83% 0.217%
39 13.557 1792 1797 1804 rVvV 27840 44102 1.13% 0.134%
40 14.039 1873 1879 1890 rBV 1040356 1476020 37.86% 4.491%
41 14.328 1921 1928 1944 rVB 1160722 1682200 43.15% 5.118%
42 14.498 1952 1957 1962 rBvV7 2575 4138 0.11% 0.013%
43 14.633 1973 1980 1989 rBV 989180 1448408 37.15% 4.407%
44 14.710 1989 1993 1997 rVB2 10781 14772 0.38% 0.045%
45 14.827 2008 2013 2032 rBV2 87264 170415 4.37% 0.519%
46 15.051 2044 2051 2057 rBV6 9022 16815 ©0.43% 0.051%
47 15.304 2089 2094 2100 rVB 8857 12429 0.32% 0.038%
48 15.422 211e 2114 2116 rBV 6981 9598 0.25% 0.029%
49 15.451 2116 2119 2128 rVB 10353 14374 0.37% 0.044%
50 15.622 2142 2148 2163 rVB 1572714 2281747 58.53% 6.943%
51 15.745 2163 2169 2179 rBV 472006 657511 16.87% 2.001%
52 15.863 2183 2189 2194 rBV5 8053 12668 0.32% 0.039%
53 15.992 2205 2211 2216 rBV 19903 27511 0.71% 0.084%
54 16.974 2374 2378 2382 rVB4 3699 4574  0.12% 0.014%
55 17.386 2441 2448 2455 rVV 1297211 1790972 45.94% 5.449%
56 17.486 2458 2465 2478 rVV 1823234 2602064 66.75% 7.917%
57 17.580 2478 2481 2485 rVB5 5639 7025 0.18% 0.021%
58 17.669 2492 2496 2501 rVB 10324 12787 ©0.33% 0.039%
59 18.057 2556 2562 2568 rVB 368047 470612 12.07% 1.432%
60 18.221 2587 2590 2594 rBV5 2404 4683 0.12% 0.014%
61 18.274 2594 2599 2605 rVV2 25759 35184 ©0.90% 0.107%
62 18.357 2608 2613 2620 rVV 24101 35902 0.92% 0.109%
63 18.539 2639 2644 2648 rBV6 4766 8487 0.22% 0.026%
64 19.351 2777 2782 2787 rBvV2 18798 27439 0.70% 0.083%
65 19.421 2789 2794 2800 rBvV2 19935 33807 0.87% 0.103%
66 19.557 2813 2817 2821 rBV3 21108 28627 0.73% 0.087%
67 19.704 2840 2842 2847 rVB2 9204 9864 0.25% 0.030%
68 19.786 2850 2856 2868 rVV 2275999 3097996 79.47% 9.426%
69 21.580 3156 3161 3169 rBV2 1632476 2150589 55.17% 6.544%
70 23.892 3546 3554 3568 rBV2 1817890 3898370 100.00% 11.862%

71 24.051 3574 3581 3596 rVB2 1185097 2447986 62.80% 7.449%

Sum of corrected areas: 32865119
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Oct 2022 16:15
: CG/IU
: N4984-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
BN©22090.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN022090.D\data.ms
2000000
1500000
1000000

500000 9.140
7.2&_7481 7.957 8.675 9.863
8022
3.7 7.11
3.258 @%%4 4422 4mpPi6 5410 5.975 6936 Lgs.o 298 ﬂ

Time--> 3.00 350 400 450 500 550 6.00 6.50 7. 00 7. 50 8.00 850 9.00 950 10.00 1050 11.00 11.50

Time-->

Abundance TIC: BN022090.D\data.ms
19.786
2000000
17.486
15.622
1500000
17.386
14.328
14.039
1000000 14.633
15.745
500000 18.057
12.881
25 Jo0 19938235704
12.382.6282.983. 2533867 4. 5. 05a0%0HEA 2 16.974 115869 18828539 352357
e —r e SRttt ek e LA R e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN022090.D\data.ms
23.892
2000000
21.580

1500000 24.051

1000000

500000

I S —

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\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 1-Pentanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.934 2.55 ng/ul 76793  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol 88 C5H120 000071-41-0 59
2 1-Pentanol 88 C5H120 000071-41-0 59
3 1-Pentanol 88 C5H120 000071-41-0 59
4 1-Pentene 70 C5H10 000109-67-1 58
5 1-Pentene 70 C5H10 000109-67-1 58
Abundance Scan 161 (3.934 min): BN022090.D\data.ms (-154) (-) m/z 42.05 100.00%
42.0
73.0
5000 JL
A e
‘ M | 101.1 2670 3.60 3.80 4.00 4.20
Ol b L1829 SOTY m/z 41.00  83.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2346: 1-Pentanol
42.0
5000 700 L L R R B R B
3.60 3.80 4.00 4.20
m/z 55.00 81.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2350: 1-Pentano
42.0
3.60 3.80 4.00 4.20
5000 70.0 m/z 73.05 79.17%
Ot T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2352: 1-Pentanol T T R T
42.0 3.60 3.80 4.00 4.20
m/z 43.00 45.88%
5000 70.0
ool
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.022 8.82 ng/ul 265215 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
Abundance Scan 856 (8.022 min): BN022090.D\data.ms (-851) (-) m/z 57.05 100.00%
57.0
5000 J\\
831 [fr T oo r[rrrrprrt
‘ ‘ ‘ 1121 7.60 7.80 8.00 8.20 8.40
Ol el aSet 20800 7 41,05 36.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 [rrTT Tt
7.60 7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.05 30.98%
\\\ I H‘ \“ ‘\ | 1120
O\\\\‘\i\\‘\\\‘\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
REmaammaErEEE SR
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.05 28.47%
29.0
83.0
L LT sz
bl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl- T T
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10  20.20%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 2-Adamantanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.881 5.03 ng/ul 364218 Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Adamantanone 150 C10H140 000700-58-3 96
2 2-Adamantanone 150 C10H140 000700-58-3 94
3 (E,E)-1,3,5-Undecatriene 150 C11H18 019883-29-5 72
4 Tetrahydrophthalimide 151 C8H9NO2 027813-21-4 59
5 Tricyclo[4.2.1.0(2,5)]nonane 122 C9H14 1000195-06-2 53
Abundance Scan 1682 (12.881 min): BN022090.D\data.ms (-1672) (- | m/z 79.10 100.00%
79.1 150.1
5000
39.0 1171 — L
H H ‘ 12.50 13.00
Ol L Jluu‘wm_“H_WWZ‘Q?:‘? m/z 150.05  88.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27448: 2-Adamantanone
150.0
79.0
5000 |- —
117.0 12.50 13.00
390 m/z 80.10 78.58%
O \\\‘\\\\‘\\ \\\\‘\h”‘\\““\\‘1\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27443: 2-Adamantanone
79.0
150.0
— T
12.50 13.00
5000 m/z 81.00 44 .42%
39.0
1170
NEE N u mluWmwh_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27736: (E,E)-1,3,5-Undecatriene — e
79.0 12.50 13.00
m/z 39.00 27.52%
5000
41.0 150.0
A 7R
L A o L AR Ran e =
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 4 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.057 5.26 ng/ul 470612  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 86
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 60
4 (Z)-((2-Benzylideneheptyl)oxy)tr... 276 C17H280Si 1000495-65-9 47
5 1,3,5-Cycloheptatriene, 2,4-di-t... 232 C17H28 1000160-92-5 46
Abundance Scan 2562 (18 057 min): BN022090.D\data.ms (-2556) ( | m/z 57.05 100.00%
205.1
5000 175.1
91.0
135.1
o T o
0boerreribl Mo m/z 205.10  84.77%
m/z--> 20 40 60 80 100 120 140 160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 —h :
] m/z 55.00 54.75%
vt O
Ot Eamass ‘\H\‘ ‘m‘ ‘H’H‘M‘ ‘\“H‘\‘“‘L\‘ WH} }Hw‘u‘\mh‘\ ‘\“H}\‘ ‘\‘h’ , ‘\H\‘ “h - ‘H’h‘ , !\‘ Raan “‘ s
m/z--> 20 40 60 80 100 120 140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0
= r"r“/\r“\f“f
57.0 18.00
5000 175.0 m/z 41.05 50.55%
91.0 135, 261.0
ol270l LIl ‘\um\\‘\”‘ i
m/z--> 20 40 60 80 100 120 140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene s ‘
57.0 18.00
m/z 175.10 47.70%
5000
205.0
91.0 175.0
35.0
ol it o 2850, it
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22090.D

Acqg On : 13 Oct 2022 16:15
Operator : CG/JU

Sample : N4984-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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-Pentanol 3.934 2.5 ng/ul 76793 1 7.957 601621 20.0
1-Hexanol, 2-et... 8.022 8.8 ng/ul 265215 1 7.957 601621 20.0
2-Adamantanone 12.881 5.0 ng/ul 364218 3 14.633 1448410 20.0
7,9-Di-tert-but... 18.057 5.3 ng/ul 470612 4 17.386 1790970 20.0
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