LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36664.D

Acqg On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc :

ALS Vvial : 50 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@36664.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 18 rVB 1889699 2283668 80.28% 6.093%
2 3.393 49 52 53 rBv2 11054 10654 0.37% 0.028%
3 3.428 53 58 72 rVB 734709 933701 32.82% 2.491%
4 3.675 96 100 107 rBV 69823 96089 3.38% 0.256%
5 3.834 126 127 138 rBV 66461 121155 4.26% ©0.323%
6 4.063 162 166 172 rVB3 13244 25516 ©.90% 0.068%
7 4.152 176 181 187 rBV 19557 31410 1.10% ©0.084%
8 4.234 191 195 205 rVB 122046 169628 5.96% 0.453%
9 4.540 242 247 251 rW7 10597 19903 0.70% 0.053%
10 4.610 254 259 266 rVB 129171 196730 6.92% 0.525%
11 5.593 418 426 430 rBV8 10956 26663 0.94% 0.071%
12 5.940 480 485 488 r\VW4 11819 17179 0.60% 0.046%
13 6.093 505 511 516 rBvie 6310 9990 0.35% 0.027%
14 6.281 534 543 549 rBV 36679 66184 2.33% 0.177%
15 6.522 577 584 588 rBV 21534 34770  1.22% 0.093%
16 6.598 592 597 603 rVB8 10234 20929 0.74% 0.056%
17 6.716 606 617 625 rvW2 88394 151694 5.33% 0.405%
18 6.993 656 664 670 rBV2 10326 26401 ©0.93% 0.070%
19 7.175 686 695 701 rBV 93365 169342 5.95% 0.452%
20 7.345 717 724 734 rBV 361548 583930 20.53% 1.558%
21 7.445 738 741 748 rW4 10911 19223 0.68% 0.051%
22 7.545 752 758 766 rvVv 335282 530372 18.64% 1.415%
23 7.645 769 775 778 rVB7 10712 19909 0.70% 0.053%
24 7.875 806 814 820 rBvVie 7581 17044 0.60%  0.045%
25 8.016 832 838 845 rVW 897388 1449729 50.96% 3.868%
26 8.092 845 851 860 rvB4 36692 81208 2.85% 0.217%
27 8.492 917 919 925 rvVvB7 8076 10358 ©0.36% 0.028%
28 8.563 925 931 933 rBV6 9264 18156 ©0.64% ©0.048%
29 8.728 952 959 968 rvv 260902 446883 15.71% 1.192%
30 8.810 968 973 974 rVW5 17488 25059 0.88% 0.067%
31 8.828 974 976 983 rVB4 18331 31205 1.10% ©0.083%
32 8.945 989 996 1002 rBV4 8061 21119 0.74% 0.056%
33 9.128 1023 1027 1030 rVV2 20137 30307 1.07% ©0.081%
34 9.181 1030 1036 1043 rVV 389172 649693 22.84% 1.733%
35 9.298 1051 1056 1062 rVB7 16393 34776  1.22% 0.093%
36 9.398 1069 1673 1079 rVB9 9614 14174 0.50% 0.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36664.D

Acqg On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc :

ALS Vvial : 50 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 9.545 1093 1098 1103 rVV3 46473 83239 2.93% 0.222%
38  9.604 1107 1108 1112 rVV4 10262 15342 0.54% 0.041%
39 9.663 1112 1118 1126 rVB4 31765 72908 2.56% 0.195%
40 9.739 1126 1131 1138 rBV9 6073 16927 0.60% 0.045%
41  9.834 1141 1147 1154 rBV1e 16880 38280 1.35% 0.102%
42 9.910 1154 1160 1166 rBV 273021 436073 15.33% 1.163%
43 9.957 1166 1168 1172 rVB5 7928 10324 0.36% 0.028%
44 10.022 1174 1179 1183 rBV7 11155 17659 0.62% 0.047%
45 10.139 1194 1199 1202 rVB7 6068 10826 ©.38% 0.029%
46 10.186 1202 1207 1208 rBV5 8534 11663 0.41% 0.031%
47 10.322 1225 1230 1233 rBv4 12963 21700 0.76% ©.058%
48 10.381 1233 1240 1245 rVWV 86305 161147 5.66% 0.430%
49 10.445 1245 1251 1261 rVWV 446442 781282 27.46% 2.084%
50 10.522 1261 1264 1271 rVB4 30405 53261 1.87% 0.142%
51 10.610 1274 1279 1280 rBV5 11166 16272 ©.57% 0.043%
52 10.757 1300 1304 1309 rBV2 20237 32775 1.15% 0.087%
53 10.833 1309 1317 1324 rBV 1275802 2136643 75.11% 5.700%
54 10.963 1332 1339 1353 rBV 232276 472638 16.61% 1.261%
55 11.081 1355 1359 1365 rBV9 16827 34905 1.23% 0.093%
56 11.186 1375 1377 1384 rVB6 12316 22703 0.80% 0.061%
57 11.422 1410 1417 1423 rVB9 28577 61412 2.16% ©0.164%
58 11.498 1423 1430 1433 rBV7 14044 29329 1.03% 0.078%
59 11.616 1441 1450 1452 rBV1eO 15397 37037 1.30% 0.099%
60 11.804 1478 1482 1484 rBV4 15044 20521 0.72% 0.055%
61 11.957 1505 1508 1510 rBV4 7023 10134 0.36% 0.027%
62 12.033 1516 1521 1526 rVB 52805 79362 2.79% 0.212%
63 12.092 1526 1531 1532 rBV5 17459 24190 0.85% 0.065%
64 12.163 1540 1543 1554 rVB2 39047 81243 2.86% 0.217%
65 12.328 1564 1571 1577 rBV 184372 305086 10.72%  0.814%
66 12.427 1584 1588 1603 rVB9 52940 178396 6.27% 0.476%
67 12.545 1603 1608 1615 rBV5 28729 62103 2.18% 0.166%
68 12.639 1618 1624 1631 rvv2 120711 211218 7.42% 0.564%
69 12.710 1633 1636 1639 rVB4 15597 20067 0.71% 0.054%
70 12.775 1644 1647 1652 rBV6 16319 23929 0.84% 0.064%
71 13.204 1716 1720 1728 rVB8 34143 64633  2.27% 0.172%
72 13.327 1739 1741 1745 rBV5 9591 11527 0.41% 0.031%
73 13.380 1745 1750 1756 rBV8 32390 73643  2.59%  0.196%
74 13.686 1799 1802 1808 rBV 34717 54915 1.93% 0.147%
75 13.874 1829 1834 1845 rwW 96595 201424  7.08% ©.537%

76 14.057 1859 1865 1876 rVB 903846 1241635 43.65% 3.313%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36664.D

Acqg On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc :

ALS Vvial : 50 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 14.151 1877 1881 1885 rBV 70485 112176  3.94% 0.299%
78 14.339 1907 1913 1923 rBV 953279 1423812 50.05% 3.799%
79 14.439 1927 1930 1943 rVB3 58716 132707 4.66% 0.354%
80 14.569 1947 1952 1957 rVWwV 217755 299252 10.52% 0.798%
81 14.645 1958 1965 1976 rVB 1841602 2660635 93.53% 7.098%
82 14.833 1994 1997 2003 rVB3 57136 81373 2.86% 0.217%
83 15.380 2086 2090 2095 rBV 146628 229996 8.08% 0.614%
84 15.633 2127 2133 2140 rBV 1229556 1792681 63.02% 4.783%
85 15.739 2146 2151 2156 rVB 235272 329675 11.59% 0.880%
86 16.145 2214 2220 2225 rBV 845094 1203689 42.31% 3.211%
87 16.310 2244 2248 2256 rVB3 216404 336273 11.82% 0.897%
88 16.651 2301 2306 2310 rVB 443761 602560 21.18% 1.608%
89 16.692 2310 2313 2319 rVB3 69620 88439 3.11% 0.236%
90 17.380 2424 2430 2438 rBV 2014608 2844741 100.00% 7.590%
91 17.480 2441 2447 2458 rVB 1213962 1783955 62.71% 4.760%
92 18.274 2579 2582 2590 rBV3 111582 191222 6.72% 0.510%
93 18.568 2630 2632 2636 rBV3 78413 97613  3.43%  0.260%
94 18.798 2668 2671 2676 rVB2 103379 135214 4.75% 0.361%
95 19.051 2711 2714 2718 rVB 113366 132261 4.65% ©0.353%
96 19.762 2830 2835 2839 rBV 1283340 1707607 60.03% 4.556%
97 20.756 3001 3004 3010 rBV 332952 358454 12.60%  ©.956%
98 21.545 3134 3138 3145 rVB 1721193 2183126 76.74% 5.824%
99 23.833 3522 3527 3534 rVB2 591265 1153893 40.56% 3.079%
100 23.986 3548 3553 3563 rVB2 980163 1967390 69.16% 5.249%

Sum of corrected areas: 37481866
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 22 Sep 2022 15:58
: CG/JU
: N4595-04DL 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
BM@36664.D

: 50 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: BM036664.D\data.ms

2500000

20000001122

1500000

10.833
1000000 8.016
3.428
500000 7.3 9.
#%45 8.728 963
4.234 4.610 7 y
L2 38830452 4.540 5.5935.910620868g6 8 067 " .4;&@5@3 092 saggﬁm BT 0AKEN 28K B
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Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM036664.D\data.ms

2500000

17.380
2000000 14.645
19.762
1500000 15.633 1f.480
-339 16.145
1000000 14.087
16.651
500000

6.310 18.2748.563788.051 W
16692

14.569
@ﬁ?ﬁw&m@ll 43514832
I
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Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM036664.D\data.ms
2500000 21.645
2000000 23.986
23.83
1500000
500000
O\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 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@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 31.50 ng/ul 2283670 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (3.122 min): BM036664.D\data.ms (-3) (-) m/z 73.00 100.00%

3.0

>

5000
T
‘ ‘ 3.203.303.40 3.50
oL 380L [ | 1329 1909 2808 340 ./, 43,00 32.31%
m/z--> 50 100 150 200 250 300
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 uw’uu’uu‘/wkw‘uu‘w
3.203.303.403.50
‘ m/z 87.00 24.99%
O.
m/z--> 50 100 150 200 250 300
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3.203.303.403.50
5000 m/z 55.00 23.80%

0 p“ul“‘_HWHH‘HH_HWHH
m/z--> 50 100 150 200 250 300

Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RE R RARERREIEEEe
73.0 3.203.303.403.50

m/z 71.00 10.87%

N
~
o

5000

?

29.

\‘\‘ \H \1120

Pt TR e e ==
50

100 150 200 250 300 3.203.303.403.50

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Paraldehyde Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
4.234 2.34 ng/ul 169628 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Paraldehyde
2 Paraldehyde
3 Paraldehyde
4 Paraldehyde
5 Ethanol, 2-[2-(2

132 C6H1203
132 C6H1203
132 C6H1203
132 C6H1203
-butoxyethoxy)et... 206 C10H2204

000123-63-7 86
000123-63-7 78
000123-63-7 64
000123-63-7 56
000143-22-6 43

Abundance Scan 195 (4.234 min): BM036664.D\data.ms (-191) (-) m/z 45.00 100.00%
45.0
5000
89.0 R R R R REEAL L
‘ 117.0 4.00 4.20 4.40 4.60
Ol 889 L1919 s 43,00 48.68%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #16355: Paraldehyde
48.0
5000 I L U B R
4.00 4.20 4.40 4.60
m/z 89.00 19.30%
117.0
O\‘\\\\-‘\‘\‘\\“‘\‘\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #16351: Paraldehyde
45.0
R A RS R T
4.00 4.20 4.40 4.60
5000 m/z 86.95 11.00%
15.0
‘ | 8?"0 117.0
N A
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #16353: Paraldehyde
45.0 4.00 4.20 4.40 4.60
m/z 116.95 7.66%
5000
89.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 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@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 1,3-Oxathiolane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.610 2.71 ng/ul 196730  1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 94
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 56
3 3-Thietanol 90 C3H60S 010304-16-2 53
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50

Abundance Scan 259 (4.610 min): BM036664.D\data.ms (-254) (-) m/z 89.90 100.00%

60.0 89.9
5000

4.20 4.40 4.60 4.80 5.00

115.9 207.0
ol 38 Ml ST 1468 1768 2070, 6e.ee  99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2559: 1,3-Oxathiolane
60.0 90.0
5000 I RN R

4.20 4.40 4.60 4.80 5.00
m/z 44.95 62.97%

27.0
‘\‘ L ‘H
‘ LI ‘ TTTT TTTT ‘ LI ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2558: 1,3-Oxathiolane
90.0
60.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
4.20 4.40 4.60 4.80 5.00
5000 ITI/Z 58.95 60.91%
29.0 ‘ ‘
o“W‘NW‘w“H‘H"W‘H“H‘_“W‘H“H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2556: 3-Thietanol TR [ PR R
90.0 4.20 4.40 4.60 4.80 5.00
46.0 m/z 60.95 22.54%
5000
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58

Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 4 2H-Pyran-3(4H)-one, dihydro... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
6.716  2.69 ng/ul 151694 1,4-Dichlorobenzene-d4  8.616
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2H-Pyran-3(4H)-one, dihydro-6-me... 114 C6H1002 043152-89-2 62

2 1H-Tetrazole, 1,5-dimethyl- 98 C3H6N4 005144-11-6 50
3 1-Hexene 84 C6H12 000592-41-6 49
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 43
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 38
Abundance Scan 617 (6.716 min): BM036664.D\data.ms (-606) (-) m/z 40.95 100.00%
41.0
114.0
5000
6.40 6.60 6.80 7.00 |
82,0 . 280.¢ : : .
ol ol 82O, | 1649 2079 24882805 oo o5 g6, 6oy
m/z--> 0 50 100 150 200 250
Abundance #8265: 2H-Pyran-3(4H)-one, dihydro-6-methyl-
560 114.0
5000 I L R B R
6.40 6.60 6.80 7.00
m/z 69.00 92.04%
0 ‘\\\\“i‘”‘\‘w‘\”\“‘\‘\\\’\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250
Abundance #3400: 1H-Tetrazole, 1,5-dimethyl-
69.0
PP e e
28.0 6.40 6.60 6.80 7.00
5000 m/z 114.00 64.06%
I W ' T
miz-> 0 50 100 150 200 250
Abundance #1640: 1-Hexene R AR
41.0 6.40 6.60 6.80 7.00
m/z 42.00 59.75%
5000
84.0
m/z--> 0 50 100 150 200 250 6.40 6.60 6.80 7.00

SFAM-EPA-BM@91522.M Fri Sep 23 17:30:45 2022

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 5 Benzenamine, 3-chloro-4-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.328 2.86 ng/ul 305086  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 98
2 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 98
3 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 95
4 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 93
5 Benzenamine, 2-chloro-4-methyl- 141 C7HSCIN 000615-65-6 90
Abundance Scan 1571 (12.328 min): BM036664.D\data.ms (-1564) (1 m/z 140.00 100.00%
106.0 140.0
5000
51.0 - A
‘ ‘ ‘ 12.00 12.50
I — ‘}‘“ bl lla 17682080 2824 p0 941,00 93.22%
miz--> 50 100 150 200 250
Abundance #21907: Benzenamine, 3-chloro-4-methyl-
106.0 140.0
5000 - e
12.00 12.50
51.0 m/z 105.95 81.88%
01\5.\0‘\ — l”‘ ‘\\‘m‘\u\\h} l “H\‘\ T “ L B Bt B B
miz--> 50 100 150 200 250
Abundance #21895: Benzenamine, 3-chloro-4-methyl-
106.0 140.0
= =
12.00 12.50
5000 m/z 142.00 42.36%
51.0
01‘5"0\‘ \“\ ‘lH\ ‘w\‘n;u\\h} " “H‘h‘ Pl C C
m/z--> 50 100 150 200 250
Abundance #21914: Benzenamine, 3-chloro-4-methyl- = =y
141.0 12.00 12.50
m/z 77.00 36.94%
106.0
5000
51.0
Y EO NP AU S IO SR - —
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 6 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.569 2.25 ng/ul 299252  Acenaphthene-di0 14.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 38
2 Furan, 2,3,5-trimethyl- 110 C7H1e00 010504-04-8 30
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 25
4 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 25
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 22
Abundance Scan 1952 (14.569 min): BM036664.D\data.ms (-1947) (- | m/z 108.00 100.00%
43.0 108.0
5000
196.1
770 138.0 1 1
| h 167.0 o666 14.50
0! Mﬁwu“‘;n‘w!‘w“ww“H‘w‘_Wwwww m/z 109.95  90.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6765: 2,4-Hexadiene, 2,3-dimethyl-
67.0 95.0
5000 e :
14.50
27.0 m/z 43.00 85.34%
O ‘IH“\\H“\\‘\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6575: Furan, 2,3,5-trimethyl-
43.0 110.0
T \
14.50
5000 ITI/Z 111.00 61.64%
ol u7e0 |
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6584: Furan, 2-ethyl-5-methyl- T ‘
95.0 14.50
m/z 95.00 51.09%
5000 43.0 MAMN\JW
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 7 Benzenesulfonamide, N-ethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.145 8.46 ng/ul 1203690  Phenanthrene-d10 17.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 59
3 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 50
4 Tolbutamide 270 C12H18N203S 000064-77-7 50
5 p-Toluenesulfonylacetonitrile 195 C9HONO2S 005697-44-9 50
Abundance Scan 2220 (16.145 min): BM036664.D\data.ms (-2214) (- | m/z 91.00 100.00%
91.0
5000
154.9
— ~
44.0 ‘ ‘19?.0 16.00 16.50
bbb b L [ 28912820 3541 ;154,99 31.01%
m/z--> 50 100 150 200 250 300 350
Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0
5000 e Amr
155.0 16.00 16.50
44.0 199.0 m/z 65.00 26.36%
Ot ‘\”‘i‘ \‘h‘\“\‘ “”r !‘\“\ “\ T \‘\‘i L e
miz--> 50 100 150 200 250 300 350
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0 — e
16.00 16.50
5000 m/z 89.95 25.07%
440‘ 99.0
S P N ] R —
m/z--> 50 100 150 200 250 300 350
Abundance #70709: 4-Toluenesulfonylmethyl isocyanide L —— =
91.0 16.00 16.50
m/z 199.00 16.62%
155.0
5000
39.0 j
P A O S U W~ — — o
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 8 Thieno[3,2-b]pyridin-7-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.310 2.36 ng/ul 336273 Phenanthrene-d10 17.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 64
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 64
3 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 53
4 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 53
5 t-Butylhydroquinone 166 C10H1402 001948-33-0 46
Abundance Scan2248(16310nﬂm BMO036664.D\data.ms (-2244) (- m/z 150.90 100.00%
50.9
96.0
5000
1600 1650
210.1 : :
0’ u“““ - “ b 2829 3405 /7 96.00  78.01%
miz—-> 150 200 250 300
Abundance #28649 Thieno[3,2-b]pyridin-7-ol
151.0
5000 hais S—
16.00 16.50
96.0 m/z 122.90  59.50%
45.0 ‘ ‘
O““‘\‘\“‘WH\H“““““““““““““
miz--> 50 100 150 200 250 300
Abundance #28647: 2(3H)-Benzothiazolone
151.0
— ——
96.0 16.00 16.50
5000 m/z 107.00 20.64%
45.0
ol b b
m/z--> 50 100 150 200 250 300
Abundance #28644: 2(3H)-Benzothiazolone “ —
151.0 16.00 16.50
m/z 166.00 19.70%
- 1 thd\/w
45.0
NN T VST MV A :
m/z--> 50 100 150 200 250 300 16.00 16.50

SFAM-EPA-BM@91522.M Fri Sep 23 17:30:48 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 9 Benzenesulfonamide, N-ethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.651 4.24 ng/ul 602560  Phenanthrene-di10 17.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 98
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 97
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
4 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15NO03S 1000192-14-5 86
5 Benzene, 4-(ethylsulfonyl)-1-met... 184 C9H1202S 007569-34-8 83
Abundance Scan 2306 (16.651 min): BM036664.D\data.ms (-2301) (- | m/z 91.00 100.00%
91.0
154.9
5000
= —
39.0 199.0 16.50 17.00
ot g2a0 f L1 2820 15400 71.37%
m/z--> 0 50 100 150 200 250
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 e —
16.50 17.00
m/z 184.00  43.99%
44.0 199.0
0 T 4 ‘\“‘ i‘ \““\‘\ “ “:\LZ\Z.\O‘\ ‘h\ iy L LA B B
miz--> 0 50 100 150 200 250
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 k
155.0 VAV, ——
16.50 17.00
5000 m/z 65.00 25.67%
39.0 199.0
ool
m/z--> 0 50 100 150 200 250
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl- — —
155.0 16.50 17.00
m/z 91.95 12.50%
91.0
5000
199.0
b0 a0 | M Vel b
m/z--> 0 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92122\
Data File : BM@36664.D

Acq On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X

Misc

ALS Vial : 50 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 10 Hexanedioic acid, dioctyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.756 3.28 ng/ul 358454  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 91
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86

Abundance Scan 3004 (20.756 min): BM036664.D\data.ms (-3001) (- | m/z 129.00 100.00%

129.0
5000 57.0

‘.L'l‘ == =

‘ 207.0 20.50 21.00
L T ‘ T \”

282.0 357.0 415.1 475.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0

L Ll m/z 57.00  43.64%
5000 — 5

20.50 21.00
m/z 70.00  33.92%

‘\ | 20

\‘\‘\“\‘\'\“\}‘\\ \H‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance  #279381: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

T T
20.50 21.00

o

o

5000 m/z 55.00 32.46%
57.0
’ | ‘ 241.0
Y Y 8 S G X 12X R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester —— ——
129.0 20.50 21.00

m/z 71.00 30.48%

5000
241.0
i L
| \\’ 1“ Il g |\ 184.0, 299.0

[ |
T

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092122\
Data File : BM@36664.D

Acqg On : 22 Sep 2022 15:58
Operator : CG/JU

Sample : N4595-04DL 5X
Misc

ALS Vvial : 50 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 31.5 ng/ul 2283670 1 8.016 1449730 20.0
Paraldehyde 4.234 2.3 ng/ul 169628 1 8.016 1449730 20.0
1,3-Oxathiolane 4.610 2.7 ng/ul 196730 1 8.016 1449730 20.0
2H-Pyran-3(4H)-... 6.716 2.1 ng/ul 151694 1 8.016 1449730 20.0
Benzenamine, 3-... 12.328 2.9 ng/ul 305086 2 10.834 2136640 20.0
unknown-01 14.569 2.3 ng/ul 299252 3 14.645 2660640 20.0
Benzenesulfonam... 16.145 8.5 ng/ul 1203690 4 17.380 2844740 20.0
Thieno[3,2-b]py... 16.310 2.4 ng/ul 336273 4 17.380 2844740 20.0
Benzenesulfonam... 16.651 4.2 ng/ul 602560 4 17.380 2844740 20.0
Hexanedioic aci... 20.756 3.3 ng/ul 358454 5 21.545 2183130 20.0
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