LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36665.D

Acqg On : 22 Sep 2022 16:36
Operator : CG/JU

Sample : N4595-07DL 5X

Misc :

ALS Vvial : 51 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_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION

Signal : TIC: BM@36665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.122 3 6 20 rVB 1526944 1939441 38.16% 4.458%
2 3.428 54 58 71 rVB 499051 661259 13.01% 1.520%
3  3.675 98 100 106 rVB6 9034 15419 ©0.30% 0.035%
4 3.840 125 128 140 rBV 38794 70945 1.40% 0.163%
5 4.157 178 182 186 rVB 30630 41141 0.81% ©0.095%
6 4.240 191 196 201 rBV 268357 358551 7.05% 0.824%
7 4.540 243 247 252 rBV8 5293 10189 ©0.20% ©0.023%
8 4.610 254 259 267 rVB2 48389 77737 1.53% 0.179%
9 4.904 304 309 312 rBvVv7 6089 12285 0.24% 0.028%
106 5.104 339 343 348 rBV3 11596 16812 ©.33% 0.039%
11 5.434 396 399 405 rBV6 3734 7496 0.15% 0.017%
12 5.575 419 423 425 rBV4 5968 8489 0.17% 0.020%
13 5.693 439 443 447 rBv7 4046 7410 0.15% 0.017%
14 5.763 451 455 458 rBV6 8458 13449 0.26% 0.031%
15 6.281 541 543 547 rVB 11190 11749 0.23% 0.027%
16 6.598 592 597 598 rBV5 7718 11175 0.22% 0.026%
17 6.969 656 660 668 rBV5 6709 10969 0.22% 0.025%
18 7.175 688 695 706 rVB 69658 137768 2.71% 0.317%
19 7.345 716 724 733 rBV 272632 424210 8.35% 0.975%
20 7.469 742 745 749 rVB4 6874 8141 0.16% 0.019%
21 7.545 752 758 768 rVW 222647 365382 7.19% 0.840%
22 7.640 771 774 780 rVvV8 4250 7871 0.15% 0.018%
23 8.022 831 839 846 rBV 1740581 2803113 55.15% 6.443%
24 8.092 846 851 860 rvB 10546 31301 0.62% 0.072%
25 8.728 953 959 968 rVB 194025 311391 6.13% 0.716%
26 8.822 970 975 977 rWe6 8383 12931 0.25% 0.030%
27 8.839 977 978 986 rvB8 5880 7794 0.15% 0.018%
28 8.922 986 992 999 rBV6 14859 30303 0.60% 0.070%
29 9.010 1001 1007 1016 rBV 379192 634786 12.49% 1.459%
30 9.075 1016 1018 1022 rVV5 11174 14983 0.29% 0.034%
31 9.128 1024 1027 1030 rVV3 14933 23778 ©0.47% ©.055%
32 9.187 1030 1037 1051 rVV 280200 491702 9.67% 1.130%
33 9.298 1051 1056 1060 rVB8 5836 9094 0.18% 0.021%
34 9.392 1068 1072 1078 rVB4 32098 50827 1.00% 0.117%
35 9.551 1092 1099 1106 rBvie 19143 43816 0.86% 0.101%

36 9.628 1106 1112 1121 rW 68201 131127 2.58% 0.301%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\

Data File : BM@36665.D

Acqg On : 22 Sep 2022 16:36

Operator : CG/JU

Sample : N4595-07DL 5X

Misc :

ALS Vvial : 51 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_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION
37 9.728 1123 1129 1133 rVB8 13205 19134 ©0.38% 0.044%
38 9.834 1142 1147 1149 rBVS 4552 8137 0.16% 0.019%
39 9.910 1153 1160 1166 rBV 172321 292191 5.75% 0.672%
40 10.016 1172 1178 1179 rBV6 7518 8916 0.18% 0.020%
41 10.051 1179 1184 1188 rVV7 13714 24588 ©0.48% 0.057%
42 10.098 1189 1192 1197 rVB5 14142 18581 0.37% 0.043%
43 10.245 1212 1217 1222 rVB9 8176 16513 0.32% 0.038%
44 10.381 1230 1240 1245 rVB9 23518 51537 1.01% 0.118%
45 10.451 1245 1252 1258 rBV 326328 557086 10.96% 1.280%
46 10.586 1271 1275 1278 rBV5 7867 13964 0.27% 0.032%
47 10.622 1278 1281 1290 rVB5 11914 23944 0.47% ©.055%
48 10.757 1298 1304 1309 rBV7 11344 28477 ©.56% 0.065%
49 10.833 1309 1317 1326 rVB 2423679 4006563 78.82% 9.209%
50 10.969 1331 1340 1351 rBV 220528 419825 8.26% ©.965%
51 11.081 1354 1359 1365 rVB8 14850 30297 0.60% 0.070%
52 11.251 1384 1388 1393 rBV8 8659 14780 0.29% 0.034%
53 11.333 1399 1402 1405 rVB5 6571 8669 0.17% 0.020%
54 11.380 1405 1410 1413 rBV7 7224 12387 ©0.24% 0.028%
55 11.428 1413 1418 1423 rVVv8 16293 31754 0.62% 0.073%
56 11.486 1423 1428 1433 rVV8 10467 23216 ©0.46% ©.053%
57 11.539 1435 1437 1440 rVB4 7983 7712 0.15% 0.018%
58 11.622 1446 1451 1453 rBV6 12203 22198 0.44% 0.051%
59 11.663 1456 1458 1464 rVB6 16875 25656 0.50% 0.059%
60 11.792 1476 1480 1487 rVBS8 10682 20175 0.40% 0.046%
61 11.851 1487 1490 1494 rBV5 5886 9553 0.19% 0.022%
62 11.998 1511 1515 1517 rW5 5732 9723 0.19% 0.022%
63 12.033 1517 1521 1526 rVB3 15007 25734 ©0.51% ©.059%
64 12.092 1526 1531 1534 rBV7 8033 13745 0.27% 0.032%
65 12.163 1540 1543 1551 rVB5 9836 20121 0.40% 0.046%
66 12.269 1558 1561 1564 rBV5 5740 8288 0.16% 0.019%
67 12.327 1566 1571 1578 rVW 139796 220752 4.34% 0.507%
68 12.427 1580 1588 1597 rVB2 57742 128679 2.53% 0.296%
69 12.545 1604 1608 1613 rBVv7 11752 19400 0.38% 0.045%
70 12.816 1649 1654 1661 rVB2 28344 52817 1.04% 0.121%
71 12.916 1668 1671 1679 rVB1o 9568 17385 ©0.34% 0.040%
72 13.033 1684 1691 1697 rVB1lo 18053 41503 0.82% 0.095%
73 13.198 1715 1719 1724 rBvV7 10327 19916 0.39% 0.046%
74 13.380 1745 1750 1755 rBV8 12557 20930 0.41% 0.048%
75 13.692 1799 1803 1813 rvB4 13348 30760 0.61% 0.071%
76 14.057 1859 1865 1872 rVB 711387 980132 19.28% 2.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36665.D

Acqg On : 22 Sep 2022 16:36
Operator : CG/JU

Sample : N4595-07DL 5X

Misc :

ALS Vvial : 51 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_M\Methods\SFAM-EPA-BM@91522.M
Title : SVOA CALIBRATION

77 14.204 1885 1890 1894 rBV8 10370 18130 0.36% 0.042%
78 14.339 1907 1913 1920 rBV 717590 1049639 20.65% 2.412%
79 14.439 1926 1930 1937 rBv2 25007 43635 0.86% 0.100%
80 14.569 1947 1952 1957 rVB3 69354 100345 1.97% 0.231%
81 14.645 1958 1965 1975 rVV 3478528 4862730 95.67% 11.177%
82 14.833 1993 1997 2006 rVB2 32017 54941 1.08% 0.126%
83 15.233 2062 2065 2068 rBV5 8076 8186 ©0.16% 0.019%
84 15.633 2127 2133 2142 rVB 987470 1453613 28.60% 3.341%
85 15.739 2146 2151 2156 rBV 83156 116385 2.29% 0.267%
86 16.139 2214 2219 2226 rBV 155887 206723 4.07% 0.475%
87 16.468 2272 2275 2279 rBV6 11293 15045 ©0.30% 0.035%
88 16.651 2301 2306 2310 rBV 75565 114624 2.26% 0.263%
89 16.692 2310 2313 2319 rVB7 20210 34551 0.68% 0.079%
90 16.874 2340 2344 2347 rBV2 27423 37004 0.73% 0.085%
91 17.239 2403 2406 2410 rBV5 18229 26542 ©0.52% 0.061%
92 17.380 2424 2430 2438 rBV 3810531 5082920 100.00% 11.683%
93 17.480 2441 2447 2457 rVB 1014459 1483007 29.18% 3.409%
94 18.274 2578 2582 2588 rBV4 54610 97027 1.91% 0.223%
95 19.051 2711 2714 2721 rVB4 48951 64288 1.26% 0.148%

96 19.762 2830 2835 2841 rBV 1185755 1579467 31.07% 3.630%
97 20.756 3001 3004 3012 rBV 295978 349277 6.87% ©.803%
98 21.545 3134 3138 3147 rBV 3523078 4700152 92.47% 10.803%
99 23.833 3522 3527 3534 rVB2 683887 1280449 25.19%  2.943%
100 23.991 3548 3554 3567 rVB2 2259861 4609216 90.68% 10.594%

Sum of corrected areas: 43508468
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36665.D

Acq On : 22 Sep 2022 16:36
Operator : CG/JU

Sample : N4595-07DL 5X

Misc

ALS Vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM036665.D\data.ms
4000000

3500000
3000000
2500000 10.833

2000000
h99 8.022

1500000

1000000
3.428
500000 4.240 7.345 08487
45 8.728
3.6¥8404.157 4468019641045 4385063  6.2816.598 6. 98917% 4h%40 8|092

0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ ]\\\\‘\\\\‘\\T’\A’r\\;'\\jwf\‘\\\\‘\\\\‘\\\\‘\\\/
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM036665.D\data.ms

4000000 17.380

14.645

3500000
3000000
2500000
2000000

1500000 19.762

15.633 17.

1000000 14.09%.339

500000
Mﬁ@a&m&s&m 692 ﬂa @M#ﬁﬂ B2315.233 15739101376 AQ; 18.274 19051

Time--> 1200 12,50 13.00 1350 1400 1450 1500 1550 1600 1650 1700 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM036665.D\data.ms

21.545
4000000

O

3500000 23.991

3000000
2500000

2000000 23.83

1500000

1000000 W[\m
D.756
500000

o L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L
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_M\Data\BM@92122\
Data File : BM@36665.D

Acq On : 22 Sep 2022 16:36

Operator : CG/JU

Sample : N4595-07DL 5X

Misc

ALS Vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.122 13.84 ng/ul 1939440  1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (3.122 min): BM036665.D\data.ms (-3) (-) m/z 73.00 100.00%
5000
43.0
T
‘ 3.203.303.403.50
by b 11010 1368 1669 2079 ./, 43,00  32.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T[T [ TTTT 1
43.0 3.203.303.403.50
m/z 87.00  25.26%
e
O\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
N RARRREEEL T
3.203.303.403.50
5000 m/z 55.00 23.91%
43.0
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R BARRRRREEEEEEEEESES
73.0 3.203.303.403.50
m/z 71.05 10.74%
5000 41.0
ol e 8701200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36665.D

Acq On : 22 Sep 2022 16:36
Operator : CG/JU

Sample : N4595-07DL 5X

Misc

ALS Vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Paraldehyde Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.240 2.56 ng/ul 358551 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Paraldehyde 132 C6H1203 000123-63-7 90
2 Paraldehyde 132 C6H1203 000123-63-7 90
3 Paraldehyde 132 C6H1203 000123-63-7 83
4 Paraldehyde 132 C6H1203 000123-63-7 56
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 39
Abundance Scan 196 (4.240 min): BM036665.D\data.ms (-191) (-) m/z 44.95 100.00%

45.0
5000

89.0 A RRERaRTEREEREERT AR
4.00 4.20 4.40 4.60

17.0
. 150.9176.7 207.0

0L el e 1599 176.7. 2070 /s 45 95 49.80%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16355: Paraldehyde
45.0
5000 L R R B R

4.00 4.20 4.40 4.60
m/z 89.00 19.18%

89.0
117.0
O\’\\]-\6\.’0\‘\‘\\“}‘\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16351: Paraldehyde
45.0
R e
4.00 4.20 4.40 4.60
5000 ITI z 86.95 10.75%
15.0
‘ ‘ 890 1170
0\,\\\‘w,w‘;u‘1\u‘\\u‘\‘\‘u‘\u\“\m‘\m‘\m‘\m‘uu
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16353: Paraldehyde RN AT
45.0 4.00 4.20 4.40 4.60

m/z 116.95 9.39%

5000
l 8?‘ 0 117.0
0 L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36665.D

Acq On : 22 Sep 2022 16:36

Operator : CG/JU

Sample : N4595-07DL 5X

Misc

ALS Vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@91522.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 Benzenamine, 3-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
9.010 4.53 ng/ul 634786  1,4-Dichlorobenzene-d4 8.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
2 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
4 Benzenamine, 3-methyl- 107 C7HOSN 000108-44-1 95
5 o0-Toluidine 107 C7HSN 000095-53-4 94
Abundance Scan 1007 (9.010 min): BM036665.D\data.ms (-1001) (-) m/z 106.00 100.00%
106.0
5000 J&
REEae e R
Hp 8.60 8.80 9.00 9.20 9.40
ol % M A0y N 1469 2070 2830 n/; 106.95  88.59%
iz--> 100 150 200 250
Abundance #5844: Benzenamine, 3-methyl-
106.0
5000 LN R B
8.60 8.80 9.00 9.20 9.40
m/z 77.00 17.61%
O 1\4. \0‘\ ‘\53.9‘ T M} w ‘ L ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #5843: Benzenamine, 3-methyl-
106.0
LR Eaman R
8.60 8.80 9.00 9.20 9.40
5000 m/z 79.00 15.18%
oww‘u “”mﬂpﬂ N —
miz--> 100 150 200 250
Abundance #5846: Benzenamine, 3-methyl-
106.0 860880900920940
m/z 80.00 7.88%
5000 /\
39.0
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36665.D

Acqg On : 22 Sep 2022 16:36
Operator : CG/JU

Sample : N4595-07DL 5X

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091522.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... 3.122 13.8 ng/ul 1939440 1 8.022 2803110 20.0
Paraldehyde 4.240 2.6 ng/ul 358551 1 8.022 2803110 20.0
Benzenamine, 3-... 9.010 4.5 ng/ul 634786 1 8.022 2803110 20.0
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