LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN100920.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.170 28 31 33 rBv 84360 105299 2.08% 0.157%
2 3.199 33 36 52 rVB 1283618 1725626 34.13% 2.567%
3 3.958 162 165 170 rvVv 175306 226416 4._.48% 0.337%
4 4.005 170 173 177 rVVv2 30255 36413 0.72% 0.054%
5 4.317 221 226 236 rVB 358460 524897 10.38% 0.781%
6 5.246 377 384 387 rBV7Y 15111 33634 0.67% 0.050%
7 5.934 494 501 511 rvB 53828 93858 1.86% 0.140%
8 6.605 609 615 624 rVvv3 47905 84549 1.67% 0.126%
9 6.811 642 650 663 rBV2 235091 505763 10.00% 0.752%
10 6.969 670 677 685 rBV 543054 863434 17.08% 1.284%
11 7.099 692 699 705 rBV3 48589 96253 1.90% 0.143%
12 7.164 705 710 720 rvVv 717275 1144587 22.64% 1.702%
13 7.264 721 727 738 rVBY 25148 69096 1.37% 0.103%

14 7.628 777 789 796 rBV 1063185 1699166 33.61% 2.527%
15 7.705 797 802 814 rvVvB2 87869 181846 3.60% 0.270%

16 8.334 902 909 916 rvVv 628470 991643 19.61% 1.475%

17 8.411 918 922 928 rVB7 32386 60341 1.19% 0.090%
18 8.528 936 942 947 rVB4 29376 44493 0.88% 0.066%
19 8.611 951 956 958 rBV 34265 54219 1.07% 0.081%
20 8.675 963 967 971 rVB7 19102 32655 0.65% 0.049%
21 8.722 971 975 979 rBV3 30119 50248 0.99% 0.075%

22 8.775 979 984 997 rBV 693307 1195122 23.64% 1.778%
23 8.981 1010 1019 1033 rVB1O 36656 113981 2.25% 0.170%
24 9.134 1039 1045 1051 rBv4 60080 113983 2.25% 0.170%
25 9.234 1051 1062 1071 rVvB2 188228 362546 7.17% 0.539%

26 9.322 1071 1077 1081 rBv4 38846 63473 1.26% 0.094%
27 9.416 1089 1093 1099 rVB6 31615 61363 1.21% 0.091%
28 9.493 1099 1106 1112 rBV 645229 1052153 20.81% 1.565%
29 9.628 1119 1129 1133 rBV6 77760 153631 3.04% 0.229%
30 9.681 1133 1138 1152 rVB2 117934 232952 4.61% 0.346%

31 9.822 1157 1162 1172 rVB5 61430 109647 2.17% 0.163%
32 9.958 1176 1185 1191 rBV2 204576 406175 8.03% 0.604%
33 10.028 1191 1197 1205 rBV 1063662 1722807 34.07% 2.562%
34 10.099 1206 1209 1217 rVB4 44404 70483 1.39% 0.105%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
Title = SVOA CALIBRATION

35 10.181 1217 1223 1229 rBV7 32746 93647 1.85% 0.139%
36 10.352 1248 1252 1255 rVV3 55724 94353 1.87% 0.140%
37 10.405 1255 1261 1267 rVV 1401240 2305318 45.60% 3.429%
38 10.463 1268 1271 1277 rVB4 44064 61600 1.22% 0.092%

39 10.546 1277 1285 1299 rBV 754584 1542445 30.51% 2.294%
40 10.669 1299 1306 1315 rBV7 78814 204951 4._05% 0.305%

41 10.834 1328 1334 1342 rBVS 60915 121601 2.41% 0.181%

42 10.969 1352 1357 1358 rBV5 35144 48653 0.96% 0.072%
43 11.028 1363 1367 1370 rVv4 54681 103749 2.05% 0.154%
44 11.075 1371 1375 1381 rVB6 47571 97957 1.94% 0.146%
45 11.169 1387 1391 1393 rBV4 30833 43827 0.87% 0.065%

46 11.222 1398 1400 1403 rVV3 73612 116599 2.31% 0.173%
47 11.257 1403 1406 1411 rvv4 101351 161990 3.20% 0.241%

48 11.322 1412 1417 1421 rVV3 51220 92044 1.82% 0.137%
49 11.381 1422 1427 1434 rVB5 90723 170902 3.38% 0.254%
50 11.446 1434 1438 1443 rBV5 51344 83412 1.65% 0.124%
51 11.575 1455 1460 1463 rBV7 37671 61086 1.21% 0.091%
52 11.610 1463 1466 1473 rVB3 66803 107691 2.13% 0.160%
53 11.675 1473 1477 1481 rBV7 27363 47228 0.93% 0.070%
54 11.863 1504 1509 1515 rBV5 45094 71234 1.41% 0.106%
55 11.981 1520 1529 1535 rBVS8 71200 182137 3.60% 0.271%
56 12.057 1535 1542 1543 rBV6 38036 65251 1.29% 0.097%
57 12.134 1550 1555 1559 rBV6 55337 93427 1.85% 0.139%
58 12.310 1578 1585 1589 rBV9 25755 74508 1.47% 0.111%
59 12.416 1601 1603 1608 rVB5 34582 48924 0.97% 0.073%
60 12.516 1616 1620 1624 rBV4 28269 44703 0.88% 0.066%
61 12.640 1637 1641 1648 rVBS8 64589 114077 2.26% 0.170%
62 12.981 1695 1699 1705 rVB5 47230 79579 1.57% 0.118%
63 13.181 1729 1733 1739 rBVS 36123 72032 1.42% 0.107%
64 13.316 1751 1756 1761 rVB3 119033 198480 3.93% 0.295%
65 13.381 1763 1767 1770 rBV6 29037 41397 0.82% 0.062%
66 13.457 1776 1780 1782 rBV4 27395 32780 0.65% 0.049%

67 13.687 1813 1819 1824 rBV 1984872 2665282 52.71% 3.964%
68 13.734 1824 1827 1832 rVB 225736 279411 5.53% 0.416%
69 13.963 1859 1866 1874 rBV 2085286 3005359 59.44% 4._.470%
70 14.087 1882 1887 1892 rBV 182347 282110 5.58% 0.420%

71 14.128 1892 1894 1900 rVB7 35906 50221 0.99% 0.075%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M

= SVOA CALIBRATION

72 14.198 1900 1906 1911 rVB2 318916 452700 8.95% 0.673%
73 14.269 1912 1918 1930 rBV 2072710 3158820 62.48% 4.698%
74 14.363 1931 1934 1936 rBv4 36648 36933 0.73% 0.055%
75 14.487 1950 1955 1962 rBV2 118084 217000 4._.29% 0.323%

76 14.875 2018 2021 2025 rVB5 58644 80083 1.58% 0.119%
77 15.034 2045 2048 2052 rBv4 75135 116516 2.30% 0.173%
78 15.269 2082 2088 2094 rVB 2646669 3665042 72.49% 5.451%
79 15.387 2103 2108 2113 rBV 540642 745399 14.74% 1.109%
80 15.434 2114 2116 2122 rVB3 92838 127279 2.52% 0.189%

81 15.528 2125 2132 2141 rBV5 113740 275861 5.46% 0.410%

82 15.610 2143 2146 2150 rBV5 39074 51224 1.01% 0.076%
83 15.734 2164 2167 2171 rVB5 56691 75015 1.48% 0.112%
84 15.787 2173 2176 2181 rVB 63128 75702 1.50% 0.113%
85 15.945 2199 2203 2210 rVB4 65191 97973 1.94% 0.146%
86 16.163 2237 2240 2244 rBV 61068 76116 1.51% 0.113%
87 16.569 2306 2309 2314 rVB 85234 110565 2.19% 0.164%
88 16.810 2346 2350 2354 rVB6 51009 78905 1.56% 0.117%

89 17.022 2380 2386 2392 rVB 2593912 3579010 70.79% 5.323%
90 17.116 2397 2402 2409 rBV 2929490 4087790 80.85% 6.080%

91 17.928 2536 2540 2545 rBV 957395 1285834 25.43% 1.912%
92 18.704 2668 2672 2676 rBV 361978 441267 8.73% 0.656%
93 19.222 2756 2760 2764 rBV 220099 306511 6.06% 0.456%
94 19.422 2789 2794 2801 rBV2 3691291 4835117 95.63% 7.192%
95 19.481 2801 2804 2809 rVB 135798 182793 3.62% 0.272%

96 20.845 3033 3036 3040 rBvV 362525 446498 8.83% 0.664%
97 20.945 3050 3053 3062 rVB 1877846 2243675 44.38% 3.337%
98 21.222 3096 3100 3107 rBV2 3260033 4061077 80.32% 6.040%
99 23.286 3445 3451 3462 rVB 2587214 5056045 100.00% 7.520%
100 23.422 3468 3474 3483 rVB2 2206985 4023936 79.59% 5.985%

Sum of corrected areas: 67233403
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN012168.D
4000000

3000000

2000000

3.20

1000000

o i \ U — . = e o . . e — Py A d \n 400 2o
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BN012168.D
4000000 19.42

17.12
3000000 15.27 17.92

13.683-9614.27

2000000

17.93
1000000

18.70

19.229.48

1883 3B 412 98 S

e
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 TIC: BN012168.D
4000000 21}22
23.29
b3 42
3000000
20.95
2000000
1000000“,»ﬁJl~wJ
o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 2500 2550 26.00 2650 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Paraldehyde Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

3.96 2.67 ng/ul 226416 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Paraldehvde 132 C6H1203 000123-63-7 78
2 Paraldehvde 132 C6H1203 000123-63-7 78
3 Paraldehvde 132 C6H1203 000123-63-7 64
4 Methoxvacetic acid. 2-butvl ester 146 C7H1403 070159-90-9 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 43

Abundance Scan 165 (3.958 min): BN012168.D (-162) (-) m/z 45.10 100.00%
45
5000
89 360 380 400 420
o/ ...,..7.1.,.'.|..,....,.?.3?’,....,....,....,"?9?. S m/z 43.00 47.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14258: Paraldehyde
45
5000

3.60 3.80 4.00 4.20
m/z 88.95 14 _.28%

29 89
0 L 71 | 117333
B R L L L RRRRERRARA RS Ea
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R e e B
3.60 3.80 4.00 4.20
5000 m/z 87.00 9.32%
15 29
89
o 73 117437
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14259: Paraldehyde
45 3.60 3.80 4.00 4.20
m/z 117.00 7.16%
5000
29
89
15
0 \ ‘ 73 | 713
T T T T T T T e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.60 3.80 4.00 4.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
BNO12168.D

13 Oct 2020 20:00

CG/Ju

L4359-04

16 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

2 1,3-Oxathiolane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.32 6.18 ng/ul 524897 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 91
2 Thiourea. methvl- 90 C2HG6N2S 000598-52-7 64
3 1.3-Oxathiolane 90 C3H60S 002094-97-5 64
4 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 59
5 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 45

Abundance Scan 227 (4.323 min): BN012168.D (-221) (-) m/z 60.00 100.00%
6 9P
45
5000
e e
4.00 4.20 4.40 4.60
o LE 116 208 281 m/z 90.00 98.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2279: 1,3-Oxathiolane
6 90
5000 L R LN I
45 400 420 440 460
7 m/z 45.00 64.14%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
90
30 ISR RS SRR
4.00 4.20 4.40 4.60
5000 60 m/z 59.00 58.45%
15 74
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2278: 1,3-Oxathiolane R R RRRREE
9o 4.00 4.20 4.40 4.60
60 m/z 61.00 25.09%
5000 45
Olw'ww'w'”w'“'w“'w'“l“” SRR RIS SRS BRARE RN SAREY S BN SN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Propanenitrile, 2,2"-azobis... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.70 2.14 ng/ul 181846 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanenitrile. 2.2"-azobisl2-me... 164 C8H12N4 000078-67-1 78

2 Tetramethvlbutanedinitrile 136 C8H12N2 003333-52-6 78
3 Propanenitrile., 2.2"-azobisl2-me... 164 C8H12N4 000078-67-1 72
4 Tetramethvlbutanedinitrile 136 C8H12N2 003333-52-6 72
5 Heptafluorobutyric acid, cyclope... 282 C9H9F702 1000245-81-9 50
Abundance Scan 801 (7.699 min): BN012168.D (-797) (-) m/z 69.00 100.00%
6o
41
5000
54
83 g3 121 7.40 7.60 7.80 8.00
0 ..,....,....,...'.'|:.|-.'..','!'!|:|:,.~::' bttt it ey || M/z 40.95  56.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34114: Propanenitrile, 2,2'-azobis[2-methyl-
69
5000 HRI L UL I R
g A 7.40 7.60 7.80 8.00
54 m/z 68.10 55.02%
Orrrprrrrr et et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
7.40 7.60 7.80 8.00
5000 a1 m/z 54.00 28.12%
54
oL 15 27 80 94 105 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34112: Propanenitrile, 2,2'-azobis[2-methyl- R R e A RER
69 7.40 7.60 7.80 8.00
m/z 39.05 25.96%
5000
a5
0 1\5 ?‘7 \‘\ L \‘\ L 89 9\4 105 1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexanoic acid, 3,5,5-trimet... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

9.23 3.15 ng/ul 362546 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
3 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
4 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17CIO 036727-29-4 53

Abundance Scan 1061 (9.228 min): BN012168.D (-1051) (-) m/z 57.05 100.00%
g7
5000 83
s 1%1% 8.80 9.00 9.20 9.40 9.60
143 : : : : :
ol .l..,.,1|.|, e B D Thsz 41.05 0 47.28%
m/z--> 50 100 150 200 250 300 350
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57
5000 83 RS RS RS AR A
8.80 9.00 9.20 9.40 9.60
29 m/z 83.10 46.03%
03
125143
0 e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
8.80 9.00 9.20 9.40 9.60
5000 83 m/z 56.05 22 .68%
29 103 125143
O T
m/z--> 55 160 1éo 200 250 360 3%0
Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
7 8.80 9.00 9.20 9.40 9.60
m/z 55.10 20.75%
83
5000
103
3 125
ok b ..‘.1ﬁ? N, MR e S
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.68 2.02 ng/ul 232952 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 83
2 1-Cvclohexvlethanol. pentafluoro... 274 C11H15F502 1000365-50-1 47
3 (-)-trans-Pinane 138 C10H18 033626-25-4 43
4 N-Methoxv-2-carbomenthvloxvaziri... 255 C14H25N03 060999-67-9 42
5 2-Propen-1-one, 1-cyclohexyl- 138 C9H140 002177-34-6 40

Abundance Scan 1138 (9.681 min): BN012168.D (-1133) (-) m/z 83.10 100.00%
B
55
5000 41
67 95
1c|)9 12|3 138 208 9.40 9.60 9.80 10.00
o BB Y MBI m/z 55.00 53.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
B
5000 55 USRI A A SUNRE
41 95 9.40 9.60 9.80 10.00
2! 67 109 o m/z 81.05 42.34%
138
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
9.40 9.60 9.80 10.00
5000 m/z 41.10 41.53%
a1 110
69
29 95
ol 28 A il il 1] 1128 247 163 o1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16859: (-)-trans-Pinane B e A RARE
41 55 95 9.40 9.60 9.80 10.00
83 m/z 95.10 33.41%
67
5000
27
123
W 10 | 1o
0...|.l..w..‘l‘l‘lu“.‘..Mll.‘.“.‘lu.“..|k...‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Bicyclo[2.2_.1]heptan-2-o0l, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.96 3.52 ng/ul 406175 Naphthalene-d8 10.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-ol. 2.3.3... 154 C10H180 000465-31-6 74
2 trans-2.3-Epoxvdecane 156 C10H200 054125-39-2 47
3 2.2"-1sopropvlidenebis(tetrahvdr... 184 C11H2002 089686-69-1 38
4 2-Butene. l-methoxv-. (E)- 86 C5H100 010034-14-7 38
5 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 38

Abundance Scan 1185 (9.958 min): BN012168.D (-1176) (-) m/z 43.00 100.00%
43 71
5000

121 136 154 193 9.60 9.80 10.00 10.20

0 m/z 71.05 88.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26855: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethy!-
43 n
5000
- g4 96 9.60 9.80 10.00 10.20
7 ‘ 111121 m/z 69.10 58.06%
B K BT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

29 43 56 69

9.60 9.80 10.00 10.20

5000 m/z 41.00 51.26%
110
95 127 141 156
o 1 111 A1 O | S M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48531: 2,2'-Isopropylidenebis(tetrahydrofuran) A L o S St
71 9.60 9.80 10.00 10.20

m/z 96.10 33.85%

5000
43 %

81
15 27 | 55 | St | 113125 439 156 169 184

e N i M A I R A s S

m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

SOM-EPA-BN100920.M Wed Oct 14 17:56:19 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.20 2.87 ng/ul 452700 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 35
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 30
3 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 27
4 4-Hepten-3-ol. 4-methvl- 128 C8H160 081280-12-8 25
5 2-Hexanoylfuran 166 C10H1402 014360-50-0 22

Abundance Scan 1906 (14.198 min): BN012168.D (-1900) (-) m/z 108.05 100.00%

8

5000
13.80 14.00 14.20 14.40 14.60
01 m/z 43.00 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95
5000 BN L L L L L LB L
67 13.80 14.00 14.20 14.40 14.60
a1 g2 | 110 m/z 110.05  86.00%
71 A
0 .h.w.ﬁ,.LPLJﬂln.w.”.P.” i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
110 [Trrrprrrr[rrrrprrrrprr
13.80 14.00 14.20 14.40 14.60
5000 43 m/z 111.05 58.16%
67
29 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5995: 2,4-Hexadiene, 2,3-dimethyl- AN B B e
67 95 13.80 14.00 14.20 14.40 14.60
m/z 95.05 50.45%
110
41
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. OO 14. 20 14. 40 14.60

SOM-EPA-BN100920.M Wed Oct 14 17:56:20 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.93 7.19 ng/ul 1285830 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2540 (17.928 min): BN012168.D (-2536) (-) m/z 73.00 100.00%
4
5000 129 ‘]\\p
9 213 e S
157 185 | 256 1760 17.80 18.00 18.20
o A N R W <A 7 S m/z 43.05 93.41%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43
5000 129 U AR SR SRR R
83 17.60 17.80 18.00 18.20
ol 157 1g5 213 256 m/z 60.00 85.09%
o S P <
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 41.05 81.29%
129
97 157 213
oL26 185 239
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #72647: Tridecanoic acid e L mm E MM
73 17.60 17.80 18.00 18.20
43 m/z 55.10 77.33%
5000 129
171
‘ ‘ 97 ‘ 214
AT N I 2 Y ) POVS IO |
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

SOM-EPA-BN100920.M Wed Oct 14 17:56:21 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.70 2.47 ng/ul 441267 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl-2.3-anhvdro-5-p-nitrobenz... 295 C13H13NO7 1000214-61-0 43
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 41
3 Phenvl-1.2-diamine. N.4.5-trimet... 150 C9H14N2 017978-55-1 38
4 Piperonvlamine 151 C8H9NO2 002620-50-0 30
5 2-Benzothiazolamine 150 C7H6N2S 000136-95-8 25
Abundance Scan 2671 (18.698 min): BN012168.D (-2668) (-) m/z 43.05 100.00%
150
5000 93 Miw\
Tr| {2 163 T840 15,60 12,60 1900
221 : : : :
o 18] ) 12t 207 288 3 n/z 59.00 99.57%
m/z--> 50 100 150 200 250 300 350
Abundance #139933: Methyl-2,3-anhydro-5-p-nitrobenzoyl-.alpha.-d-lyx...
68 1%0
115
45
5000 AU AR R
18.40 18.60 18.80 19.00
92 m/z 150.10 90.77%
ol 168 190 222 264 295
m/z--> 50 100 150 200 250 300 350
Abundance
59
18.40 18,60 18.80 19.00
5000 m/z 151.10 59.09%
149
M g1 108
o 18 131 189597
m/z--> §o 160 150 200 2éo 300 3%0
Abundance #24596: Phenyl-1,2-diamine, N,4,5-trimethyl- T T T T T
150 18.40 18.60 18.80 19.00
m/z 93.10 35.71%
- qAWMrmWL~mMJAJ\MﬂmWWNMJMAmJ
0 41 77 1?8 132 |
m/z--> 5'0 1(')0 150 2(')0 250 300 3&1;0 18.|40 18.|60 18.|80 19.'00

SOM-EPA-BN100920.M Wed Oct 14 17:56:22 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 3-Ethyl-3-phenyl-1-methylaz... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.85 2.20 ng/ul 446498 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-EthvIl-3-phenvl-1-methvlazetidi... 203 C12H13N0O2 1000305-99-8 62
2 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 53
3 5H-Benzocvcloheptene.6.7.8.9-tet... 146 C11H14 001075-16-7 50
4 2-Isoauinolineacetamide. N-cvclo... 258 C16H22N20 1000338-10-0 50
5 1-Methoxymethyl-2,3,5,6-tetramet... 178 C12H180 018922-11-7 50
Abundance Scan 3037 (20.851 min): BN012168.D (-3033) (-) m/z 146.10 100.00%
146
5000
mmh 207 20.60 20.80 21.00 21.20
o Ao 2131, 239 271300 342369 402429 476503 | 1,77 131.10  34.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #63326: 3-Ethyl-3-phenyl-1-methylazetidin-2,4-dione
146
5000 AR SRR UL S B
20.60 20.80 21.00 21.20
7 m/z 43.00 23.20%
oL, 9 ] 203
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
146
20,60 20.80 21.00 21.20
5000 118 m/z 133.00 19.58%
2752 90
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro- R RERREES RS
146 20.60 20.80 21.00 21.20
104 m/z 147.05 16.59%
5000
77 ’
0 '”I'hmhl'A”l""l'"W""I""P"'I""I”"I' HREUN SR UL UL B
m/z--> 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20

SOM-EPA-BN100920.M Wed Oct 14 17:56:23 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101320\
Data File : BN012168.D

Aca On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.95 11.05 ng/ul 2243680 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 3054 (20.951 min): BN012168.D (-3050) (-) m/z 55.05 100.00%

H

5000 11
39 20.60 20.80 21.00 21.20
167 207
—1 Y Pl ol T 221219309341360 403431 476 %49 | sz 83.10  94.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 L L L L L L L I

20.60 20.80 21.00 21.20
11 m/z 57.10 93.59%

1 [139167196223252280

2

oA L e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 A BAEBEEEEEE RS
20.60 20.80 21.00 21.20
5000 m/z 43.10 93.19%
111
o 139167196224
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol A EARRE R
55 83 20.60 20.80 21.00 21.20
m/z 69.10 80.53%
5000 11
o7 ‘ J 139167106 233266294 JL .
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 60 20. 80 21. 00 21.20

SOM-EPA-BN100920.M Wed Oct 14 17:56:24 2020 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101320\
Data File : BN012168.D

Acq On : 13 Oct 2020 20:00

Operator : CG/JU

Sample : L4359-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100920.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Paraldehyde 3.96 2.7 ng/ul 226416 1 7.63 1699170 20.0
1,3-Oxathiolane 4.32 6.2 ng/ul 524897 1 7.63 1699170 20.0
Propanenitrile, 2... 7.70 2.1 ng/ul 181846 1 7.63 1699170 20.0
Hexanoic acid, 3,... 9.23 3.1 ng/ul 362546 2 10.40 2305320 20.0
Bicyclo[3.1.1]hep... 9.68 2.0 ng/ul 232952 2 10.40 2305320 20.0
Bicyclo[2.2.1]hep... 9.96 3.5 ng/ul 406175 2 10.40 2305320 20.0
unknown-01 14.20 2.9 ng/ul 452700 3 14.27 3158820 20.0
n-Hexadecanoic acid 17.93 7.2 ng/ul 1285830 4 17.02 3579010 20.0
unknown-02 18.70 2.5 ng/ul 441267 4 17.02 3579010 20.0
3-Ethyl-3-phenyl-_.. 20.85 2.2 ng/ul 446498 5 21.22 4061080 20.0
(DEL) Alkane: Str... 20.95 11.1 ng/ul 2243680 5 21.22 4061080 20.0
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