LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc :

ALS Vvial : 14 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-BP©93022.M
Title : SVOA CALIBRATION

Signal : TIC: BP@11934.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.034 3 8 27 rVB 5747860 7408039 100.00% 10.336%
2 3.299 49 53 58 rBvV 53867 65004 0.88% 0.091%
3  3.734 125 127 143 rBV 100316 180666 2.44%  0.252%
4 3,952 159 164 170 rVB 38438 56876 0.77% 0.079%
5 4.046 177 180 185 rVB 18134 23852 0.32% 0.033%
6 4.175 198 202 208 rVB 8908 14382 0.19% 0.020%
7 4.422 241 244 250 rVB7 4816 7657 0.10% 0.011%
8 5.411 404 412 417 rBV 19899 34827 0.47% 0.049%
9 6.528 597 602 609 rBvS 5352 9146 0.12% 0.013%
106 6.893 661 664 673 rVB8 5562 12879 0.17% 0.018%
11 7.046 685 690 701 rVB 207530 371233 5.01% 0.518%
12 7.216 712 719 733 rBV 855960 1418136 19.14% 1.979%
13 7.411 745 752 764 rBV 822179 1342621 18.12% 1.873%
14 7.881 824 832 839 rBV 828110 1335406 18.03% 1.863%
15 7.946 839 843 854 rVB 27998 52727 0.71% 0.074%
16 8.140 871 876 880 rBV6 6675 12172 0.16% 0.017%
17 8.505 929 938 945 rBV2 29637 59622 ©0.80% 0.083%
18 8.593 946 953 964 rBvV 641164 1071976 14.47% 1.496%
19 8.710 969 973 981 rVB 25356 47410 0.64% 0.066%
20 8.987 1011 1020 1025 rBV 217583 358172 4.83% 0.500%
21  9.052 1025 1031 1043 rVV 947990 1614261 21.79% 2.252%
22 9.169 1047 1051 1055 rVv3 10857 21544 0.29% 0.030%
23 9.216 1055 1059 1066 rvVB6 9499 20192 0.27% 0.028%
24 9.457 1094 1100 1105 rBvV2 18308 33282 0.45% 0.046%
25 9.775 1145 1154 1167 rBV 700972 1217537 16.44% 1.699%
26 9.952 1175 1184 1191 rBV 35048 73363 0.99% 0.102%
27 10.016 1191 1195 1205 rVB6 10641 28054 0.38% 0.039%
28 10.169 1216 1221 1226 rBV6 8255 13300 0.18% 0.019%
29 10.310 1238 1245 1263 rBV 1142241 1985902 26.81% 2.771%
30 10.481 1268 1274 1283 rWW 36763 75702 1.02% 0.106%
31 10.599 1290 1294 1302 rVB4 18938 36914 0.50% 052%

32 10.693 1302 1310 1318 rBV 1136530 1949440 26.32%
33 10.834 1327 1334 1355 rBV 656575 1188872 16.05%

OCO0ORrNO®
o))
Ul
o]
B

34 10.981 1357 1359 1367 rVB8 5821 10492 0.14% 015%
35 11.234 1394 1402 1407 rBV2 9984 18656  ©.25% 026%
36 11.299 1407 1413 1416 rBvV2 9237 16011 0.22% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\

Data File : BP@11934.D

Acqg On : 05 Oct 2022 17:22

Operator : CG/JU

Sample : N4890-08

Misc :

ALS Vvial : 14 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-BP©93022.M
Title : SVOA CALIBRATION
37 11.351 1416 1422 1433 rVB 129403 238743  3.22% 0.333%
38 11.493 1441 1446 1456 rBV 32888 66885 0.90% 0.093%
39 11.869 1502 1510 1516 rBv2 9409 21726 0.29% 0.030%
40 11.957 1519 1525 1529 rBV 20581 31913 0.43% 0.045%
41 12.004 1529 1533 1537 rBv2 8079 12700 0.17% 0.018%
42 12.281 1575 1580 1587 rVB 25322 41824 0.56% 0.058%
43 12.587 1628 1632 1638 rBV7 4280 8197 0.11% 0.011%
44 12.728 1651 1656 1664 rBV7 4050 10519 ©0.14% 0.015%
45 12.810 1664 1670 1678 rVVie 10767 29622 0.40% 0.041%
46 12.893 1678 1684 1693 rVV 89267 171451 2.31% 0.239%
47 12.993 1697 1701 1707 rVWV 8007 12519 0.17% 0.017%
48 13.140 1718 1726 1734 rBV 166175 261217 3.53% 0.364%
49 13.451 1769 1779 1798 rBV 307625 584763 7.89% 0.816%
50 13.845 1842 1846 1851 rBV4 13575 23748 0.32% 0.033%
51 13.893 1851 1854 1856 rvv3 8524 10757 ©0.15% 0.015%
52 13.940 1856 1862 1875 rVV 2237961 3078310 41.55% 4.295%
53 14.057 1877 1882 1889 rVB8 12831 26017 ©0.35% 0.036%
54 14.222 1898 1910 1930 rBV 2604885 3987699 53.83% 5.564%
55 14.392 1935 1939 1943 rBV 15528 22661 0.31% 0.032%
56 14.528 1953 1962 1973 rBV 1734844 2578002 34.80% 3.597%
57 14.740 1992 1998 2013 rBV2 95252 251782  3.40% 0.351%
58 14.957 2030 2035 2040 rVB6 13564 24322 0.33% 0.034%
59 15.210 2071 2078 2085 rBv2 49722 92745 1.25% 0.129%
60 15.281 2085 2090 2093 rVV 14225 21812 ©0.29% 0.030%
61 15.351 2094 2102 2112 rVB2 65543 139280 1.88% 0.194%
62 15.522 2124 2131 2144 rBV 3537168 5183394 69.97% 7.232%
63 15.639 2145 2151 2167 rW 871132 1284207 17.34% 1.792%
64 15.763 2167 2172 2178 rVB4 15116 29117 ©0.39% 0.041%
65 15.892 2189 2194 2199 rBV2 34475 51166 ©0.69% 0.071%
66 16.139 2232 2236 2243 rVB8 10752 18838 0.25% 0.026%
67 16.881 2358 2362 2368 rVB7 10440 16529 0.22% 0.023%
68 17.286 2425 2431 2441 rBV 2186306 3017827 40.74% 4.211%
69 17.386 2441 2448 2466 rBV 4032542 5767814 77.86% 8.047%
70 17.575 2477 2480 2484 rBV3 8464 9083 0.12% 0.013%
71 17.951 2539 2544 2549 rBV 336686 402362 5.43% 0.561%
72 18.122 2570 2573 2575 rBV3 9032 10372 0.14% 0.014%
73 18.169 2577 2581 2589 rBV 93744 140093 1.89% 0.195%
74 18.245 2591 2594 2595 rBV 12241 12302 0.17% 0.017%
75 18.375 2613 2616 2620 rBV3 19517 27593 0.37% 0.038%
76 18.416 2620 2623 2626 rVV4 19909 22201 0.30% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS Vvial : 14 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-BP©93022.M
Title : SVOA CALIBRATION

77 18.657 2661 2664 2671 rVB8 16152 27046 0.37% 0.038%
78 18.733 2673 2677 2682 rVB2 60282 72167 0.97% 0.101%
79 19.198 2752 2756 2761 rVB 48131 60918 0.82% 0.085%
80 19.269 2764 2768 2774 rBV 52282 82560 1.11% 0.115%
81 19.4e04 2787 2791 2795 rBv4 41581 62932 0.85% ©0.088%
82 19.622 2822 2828 2842 rBV 5229661 7051939 95.19% 9.839%
83 21.080 3073 3076 3081 rBV3 113301 161917 2.19% 0.226%
84 21.374 3121 3126 3133 rBV 2722057 3524958 47.58% 4.918%
85 23.651 3506 3513 3527 rVB 3634443 7188538 97.04% 10.030%

86 23.804 3533 3539 3549 rVB2 1775636 3511839 47.41%  4.900%

Sum of corrected areas: 71673251
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Oct 2022 17:22
: CG/IU
: N4890-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
BP011934.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP011934.D\data.ms
034
5000000
4000000
3000000
2000000
0.052 10.31010.693
1000000 7.294111 7.881 8503 9.775
3.299 3.7¥08R675.422 5.411 6.528 6. 8%% 1986140 8. 5&.@318 m457 A@@ﬂim o 93
T T T ‘

Time--> 3.00 350 400 450 500 550 6.00 650 7. 00 750 8.00 8. 50 9. 00 9. 50 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP011934.D\data.ms
19.622

17.386
15.522

14.222
13.940 17.286

14.528

15.639

451 17.951 AMN‘J
MIZSSI2. 2812 /%‘&’3 5[4.3934- E@gm&&U&mm 16.881 7.575 LWB% lea1me804|

O

Time-->

12.00 1250 13.00 13. 50 1400 1450 15.00 15. 50 16.00 16.50 17.00 17.50 18.00 18. 50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BP011934.D\data.ms

23.651

21.374

23.804

21.080

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.034 110.95 ng/ul 7408040 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 8 (3.034 min): BP011934.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
‘ ‘ 3.103.203.303.40
Obr bd11297193125063129 399145735143 " g7.05  27.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000
3.103.203.303.40
“ ‘ m/z 43.10 24.81%
O\\l‘\l\H‘H\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
N RR R R R
3.103.203.303.40
5000 m/z 55.10 22.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol I ARAEREEREEEEEE
73.0 3.103.203.303.40
m/z 71.05 11.03%
5000
O\Hll e e A e AR A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.987 5.36 ng/ul 358172 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
5 Mequinol 124 C7H802 000150-76-5 90
Abundance Scan 1020 (8.987 min): BP011934.D\data.ms (-1011) (-) m/z 109.10 100.00%
109.1
5000

RS R

51.0 8.60 8.80 9.00 9.20 9.40
bbb Ll 2071 2811 3702 4455 9210 /7 124.10  83.95%

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

Abundance #11911: Phenol, 2-methoxy-

109.0
5000 [TT T T T T T T T T
8.60 8.80 9.00 9.20 9.40
m/z 81.10 66.15%
27.0
O‘\\‘LI\“!H\‘!‘\‘ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11912: Phenol, 2-methoxy-
109.0
RERRR R
8.60 8.80 9.00 9.20 9.40
5000 m/z 53.10 16.27%
27.0
o_““‘{mm e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy- RERRREEREELES S S
109.0 8.60 8.80 9.00 9.20 9.40
m/z 52.05 9.04%
5000
511.0
O S P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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 Benzothiazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.352 2.45 ng/ul 238743  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 Benzothiazole 135 C7H5NS 000095-16-9 94
3 Benzothiazole 135 C7H5NS 000095-16-9 91
4 Benzothiazole 135 C7H5NS 000095-16-9 91
5 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 90
Abundance Scan 1422 (11.351 min): BP011934.D\data.ms (-1416) (| m/z 135.05 100.00%
135.1
5000 /\\
— =
69"0 11.00 11.50
Obrpbl L 2081 295.1357.3417.3 48085379 /7 108.00  31.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17745: Benzothiazole
135.0
5000 — b
11.00 11.50
m/z 69.00 16.16%
69.0
0\\\\‘f”\l‘l\l\l\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17744: Benzothiazole
135.0
== Pl
11.00 11.50
5000 m/z 82.00 9.34%
69.0
0"“J“”J“‘H‘wm‘uwmwuwm‘WHWHWH,HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17740: Benzothiazole i ™
135.0 11.00 11.50
m/z 136.00 8.77%
5000
69.0
0'”"““ o oy
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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 Butanoic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.140 2.03 ng/ul 261217  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 83
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 64
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 50
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 43
Abundance Scan 1726 (13.140 min): BP011934.D\data.ms (-1718) (-~ m/z 71.05 100.00%
71.0
- M
—
\ ‘ 173.2 13.00 1350
oL 2669 3423 4375 5261 sz se.16  77.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 UL
13 00 13.50
m/z 89.05 67.22%
‘ lh | 144
O‘\\\\’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0 L
T N
13.00 13.50
5000 m/z 43.05 60.83%
27.
bbb T3S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester
43.0 13 00 13 50
m/z 41.05 23.87%
5000
101.0
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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 5 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.451 4.54 ng/ul 584763  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
4 Vanillin 152 C8H803 000121-33-5 95
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94

Abundance Scan 1779 (13.451 min): BP011934.D\data.ms (-1769) (- m/z 151.05 100.00%
151.1

5000
8l.1

%

VAN

‘ ‘ 13.50
bbb L) 2090 2831 3552415347885393 |, 155 6 99.23%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
152.0

o

5000

[N
w
o
o

81.0

15.0/]; n‘ 1,

‘\'\H‘HH“HH T T T T T T[T T[T T[T T TT[TIT T[T TTT[TTTT]T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30052: Benzaldehyde, 3-hydroxy-4-methoxy-

m/z 81.10  28.51%

o

152.0
¢
13.50
5000 m/z 109.10 21.13%
81.0
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy- ==
151.0 13.50
m/z 123.10 15.64%
5000
81.0
0}?:1(")“0““‘“““”““"“uh S — JAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
BP011934.D

: 05 Oct 2022 17:22
: CG/JU
: N4890-08

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion 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 6 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.951 2.67 ng/ul 402362  Phenanthrene-d10 17.286
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 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 83
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 78
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
Abundance Scan 2544 (17.951 min): BP011934.D\data.ms (-2539) (- m/z 205.15 100.00%
57.1 205.2
5000
5.1 261.3 L
L LillL] |, 3252 4153 4893547, 18.00
O Wbt Jop oy Lo 2o 2D TOTON m/z 57.10 95.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 1
18.00
m/z 217.30 57.34%
lﬂ350 261.0
0“‘WWWWM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle
217.0
e
18.00
5000 m/z 175.20 54.55%
57.0
15.0 ‘
ATy 111
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene AN =
57.0 18.00
m/z 55.05 54.20%
5000
205.0
135.0
o‘WQMWMWMwNMMwmf?ﬁR‘H‘W‘H‘_‘H‘H‘W‘H‘_ =
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100522\
Data File : BP011934.D

Acqg On : 05 Oct 2022 17:22
Operator : CG/JU

Sample : N4890-08

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©93022.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|
Butane, 2-metho... 3.034 111.0 ng/ul 7408040 1 7.881 1335410 20.0
Phenol, 2-methoxy- 8.987 5.4 ng/ul 358172 1 7.881 1335410 20.0
Benzothiazole 11.352 2.5 ng/ul 238743 2 10.693 1949440 20.0
Butanoic acid, ... 13.140 2.0 ng/ul 261217 3 14.528 2578000 20.0
Benzaldehyde, 3... 13.451 4.5 ng/ul 584763 3 14.528 2578000 20.0
7,9-Di-tert-but... 17.951 2.7 ng/ul 402362 4 17.286 3017830 20.0
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