LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc :

ALS Vvial : 49 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@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33978.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.284 5 8 11 rBV 22000 27736 1.06% 0.081%
2 3.307 11 12 18 rvVB2 16449 18925 0.73% 0.055%
3 3.584 55 59 64 rVW6 10402 14846 0.57% 0.043%
4 3.643 64 69 80 rVW 942345 1231480 47.23% 3.575%
5 3.719 80 82 100 rw 63348 116101 4.45% 0.337%
6 3.872 104 108 114 rW 82496 111439 4.27% 0.323%
7 3.954 114 122 130 rW 63474 128811 4.94% 0.374%
8 4.054 134 139 150 rVB 81264 118005 4.53% 0.343%
9 4.419 198 201 206 rVB3 14283 19659 0.75% 0.057%
10 4.466 206 209 217 rBV 17051 25311 0.97% 0.073%
11 5.001 293 300 311 rVV 388489 543669 20.85% 1.578%
12 5.348 353 359 363 rvwvw7 8434 20662 0.79% 0.060%
13  5.407 363 369 378 rVW 193624 280565 10.76%  0.814%
14 5.543 386 392 406 rVB 613195 1194881 45.83% 3.469%
15 5.748 423 427 437 rVB 34948 54623 2.10% 0.159%
16 5.919 450 456 463 rVW 316087 484943 18.60% 1.408%
17 5.990 464 468 478 rVB 32564 47502 1.82% 0.138%
18 6.190 496 502 506 rBV7 7854 16912 0.65% 0.049%
19 6.401 530 538 545 rBv7 8388 18323 0.70% 0.053%
20 6.560 561 565 569 rBV5 9481 16603 0.64% 0.048%
21  6.913 615 625 631 rBV6 15124 35760 1.37% 0.104%
22 6.972 631 635 638 rvve 5528 9953 0.38% 0.029%
23 7.007 638 641 647 rVW 22302 34542 1.32% 0.100%
24 7.078 647 653 662 rVW 435070 746412 28.63% 2.167%
25 7.142 662 664 672 rVB 14306 19604 0.75% 0.057%
26 7.248 675 682 689 rBV 339707 526883 20.21% 1.529%
27 7.307 689 692 697 rVB 9912 13345 0.51% 0.039%
28 7.454 707 717 725 rBV 431767 710695 27.26% 2.063%
29 7.525 725 729 730 rVvV3 10054 12582 0.48% 0.037%
30 7.566 730 736 743 rVB3 31160 74937  2.87% 0.218%
31 7.713 757 761 766 rvw2 11615 18290 0.70% 0.053%
32 7.925 789 797 804 rBV 415496 662286 25.40% 1.923%
33 7.989 804 808 814 rBvV2 8178 12203 0.47% 0.035%
34 8.042 814 817 824 rVB3 10026 13785 ©.53% 0.040%
35 8.160 827 837 845 rBV 63499 114941 4.41% 0.334%
36 8.472 886 890 895 rvVB5 5054 9828 0.38% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc :

ALS Vvial : 49 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@13122.M
Title : SVOA CALIBRATION
37 8.631 904 917 926 rVW 560758 921841 35.36% 2.676%
38 8.707 926 930 932 rvvs 5540 10205 0.39% 0.030%
39 8.748 932 937 944 rVB 27717 51433 1.97% 0.149%
40 9.036 978 986 988 rBV6 7288 13326 0.51% 0.039%
41 9.084 988 994 1001 rVV 435089 714022 27.39% 2.073%
42 9.166 1005 1008 1012 rVV 15083 22416 0.86% 0.065%
43 9.213 1012 1016 1021 rVwV 16706 26314 1.01% 0.076%
44  9.536 1065 1071 1077 rVWV 26515 41890 1.61% ©0.122%
45 9.813 111e 1118 1126 rBV 359056 599523 22.99% 1.740%
46 9.972 1140 1145 1153 rwv2 17368 35302 1.35% 0.102%
47 10.266 1191 1195 1203 rVB8 6386 10847 0.42% 0.031%
48 10.354 1203 1210 1226 rBV 556153 952767 36.54% 2.766%
49 10.519 1233 1238 1246 rVB 19214 34405 1.32% 0.100%
50 10.736 1267 1275 1283 rBV 604540 1009002 38.70% 2.929%
51 10.866 1290 1297 1314 rBV 422857 760665 29.18%  2.208%
52 12.166 1514 1518 1522 rBv2 12757 20316 0.78% 0.059%
53 12.207 1522 1525 1530 rW 10806 19726 0.76% 0.057%
54 12.260 1530 1534 1540 rVvV 12664 22230 0.85% 0.065%
55 12.324 1540 1545 1550 rvB2 9683 17219 0.66% 0.050%
56 12.977 1652 1656 1661 rVB8 6285 9941 0.38% 0.029%
57 13.401 1722 1728 1734 rBV3 34877 50907 1.95% 0.148%
58 13.971 1819 1825 1831 rBV 1120894 1480364 56.78% 4.297%
59 14.254 1867 1873 1881 rVB 1130526 1669281 64.02% 4.846%
60 14.466 1903 1909 1915 rVB 23971 30925 1.19% 0.090%
61 14.560 1919 1925 1935 rVV 983609 1455686 55.83% 4.226%
62 14.748 1949 1957 1972 rBV 317616 593990 22.78% 1.724%
63 14.971 1990 1995 2001 rVB8 5797 10048 0.39% 0.029%
64 15.077 2007 2013 2020 rVB9 3681 10542 0.40% 0.031%
65 15.195 2028 2033 2040 rVB3 8737 13354 0.51% 0.039%
66 15.371 2056 2063 2066 rBV6 7896 16599 0.64% 0.048%
67 15.413 2066 2070 2074 rVB3 14562 18566 ©0.71% 0.054%
68 15.548 2087 2093 2106 rBV 1486266 2165096 83.04% 6.285%
69 15.660 2106 2112 2126 rBV 451821 638279 24.48% 1.853%
70 15.789 2130 2134 2137 rBV5 9151 12724 0.49% 0.037%
71 15.965 2160 2164 2167 rBV2 9068 11622 0.45% 0.034%
72 16.236 2205 2210 2214 rBV 52621 80148 3.07% 0.233%
73 16.295 2218 2220 2224 rVV4 10454 12118 0.46% 0.035%
74 16.383 2231 2235 2240 rBV 10660 15358 ©.59% 0.045%
75 16.448 2240 2246 2251 rBv4 18498 32526 1.25% 0.094%
76 16.507 2251 2256 2259 rBV2 12424 15902 0.61% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc :

ALS Vvial : 49 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@13122.M

Title : SVOA CALIBRATION

77 16.542 2260 2262 2268 rVB5 7924 11378 0.44% 0.033%
78 16.618 2268 2275 2278 rBV6 10679 25631 0.98% 0.074%
79 16.701 2286 2289 2297 rVB6 13070 21609 0.83% 0.063%
80 16.771 2297 2301 2305 rBV 13221 22052 0.85% 0.064%
81 16.842 2310 2313 2319 rVB4 10081 14007 0.54% 0.041%
82 17.059 2346 2350 2354 rBV 14327 22982 0.88% 0.067%
83 17.201 2369 2374 2376 rBV6 6530 11247 0.43% 0.033%
84 17.295 2384 2390 2400 rBV 1226657 1790284 68.67% 5.197%
85 17.395 2400 2407 2419 rVV2 1645632 2367113 90.79% 6.871%
86 17.483 2419 2422 2428 rVB6 8493 16182 0.62% 0.047%
87 17.971 2502 2505 2509 rVB2 20736 23797 0.91% 0.069%
88 18.077 2519 2523 2526 rBV5S 5463 10399 0.40% 0.030%
89 18.189 2538 2542 2549 rBV2 71417 111431 4.27% 0.323%
90 18.501 2590 2595 2602 rBV8 11632 24604 0.94% 0.071%
91 18.618 2612 2615 2620 rVB7 10205 15219 0.58% 0.044%
92 19.248 2718 2722 2726 rBV3 22749 35940 1.38% 0.104%
93 19.318 2731 2734 2737 rW 18078 22345 0.86% 0.065%
94 19.465 2756 2759 2764 rBV5 21716 29530 1.13% 0.086%
95 19.683 2790 2796 2801 rBV 1949369 2607242 100.00% 7.568%
96 21.171 3045 3049 3057 rBV 144212 245039 9.40% 0.711%
97 21.459 3093 3098 3111 rBV 1365992 1819845 69.80% 5.283%
98 23.371 3418 3423 3429 rVB 515456 823712 31.59% 2.391%
99 23.694 3472 3478 3485 rBV2 941166 1810856 69.45% 5.257%
100 23.847 3498 3504 3518 rVB2 703579 1432126 54.93% 4.157%

Sum of corrected areas: 34449037
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM033978.D\data.ms
1500000
1000000 3.643
5.543 8.631 10.35410.736
500000 70787454 7.925 .866
5.001
5.919 7.248 9813
05 i@ﬁ’a fL 981 GB 560 BaisP1 % 478708 9720.266 51
\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM033978.D\data.ms
19.683
17.395
1500000 15.548
17.295
13.91#.254
1000000 14.560
500000 15.660
4.748
o LBETERs 12.97713.401 4.486 |14 s Te0tdiiemempaniosany 83 107 Teems 1098865
e e B B B e e e e B e e R A e A
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM033978.D\data.ms
21.459
1500000
1000000
500000
O\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 2650 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Methyl Isobutyl Ketone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.643 37.19 ng/ul 1231480 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 91
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 87
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 87
4 2-Hexanone 100 C6H120 000591-78-6 78
5 2-Hexanone 100 C6H120 000591-78-6 78
Abundance  Scan 69 (3.643 min): BM033978.D\data.ms (-64) (-) m/z 43.05 100.00%
43.0 n
5000
851 T[T T rrrrrrrprrrs
‘ ‘ ‘ 3.40 3.60 3.80 4.00
ol Ll 1909 2669 341l ., 5g 19 39.21%
miz-> 50 100 150 200 250 300
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 L L L L L L
3.40 3.60 3.80 4.00
85.0 m/z 57.10  26.35%
miz-> 50 100 150 200 250 300
Abundance #4355: Methyl Isobutyl Ketone
43.0
RN R
3.40 3.60 3.80 4.00
5000 m/z 41.05 26.26%
85.0
UV O O
miz--> 50 100 150 200 250 300
Abundance #4345: Methyl Isobutyl Ketone R AR EEEE S S
43.0 3.40 3.60 3.80 4.00
m/z 85.10 17.89%
5000
e

m/z--> 50 100 150 200 250 300 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-Pentanol, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.872 3.37 ng/ul 111439 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Hexanol 102 C6H140 000626-93-7 83
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
5 2-Octanol, (R)- 130 C8H180 005978-70-1 78
Abundance Scan 108 (3.872 min): BM033978.D\data.ms (-104) (-) m/z 45.10 100.00%
45.1
5000
e RmA e
H 871 3.60 3.80 4.00 4.20
A [aT 1469 1911 2810 ./, 43.95  23.99%
miz-> 50 100 150 200 250
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
5000 UL L B B B LA BN

3.60 3.80 4.00 4.20
m/z 41.10 19.52%

87.0
150, | 1 |

m/z--> 50 100 150 200 250
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
RN EE A R R
3.60 3.80 4.00 4.20
5000 m/z 69.10 18.88%
| \L\u | 870
It Ll Wl
el T
m/z--> 50 100 150 200 250
Abundance #4961: 2-Hexanol RN 1 FSE— Y
45.0 3.60 3.80 4.00 4.20
m/z 39.10 11.46%
5000
2o . (870
““‘\“\‘\‘\H“‘\\“‘ \\‘\ \‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©7:47:10 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Butanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.954 3.89 ng/ul 128811 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 87
2 Butanoic acid 88 (C4H802 000107-92-6 83
3 Butanoic acid 88 (C4H802 000107-92-6 80
4 Butanoic acid 88 (C4H802 000107-92-6 80
5 Pentanoic acid 102 C5H1002 000109-52-4 56
Abundance Scan 122 (3.954 min): BM033978.D\data.ms (-114) (-) m/z 60.05 100.00%
60.0
5000 A\
m 3.60 3.80 4.00 420
3 88.0 - : - :
o Ly 880 1329 19100 365 37.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid
60.0
5000 IR L B R
270 3.60 3.80 4.00 4.20
m/z 42.05 28.86%
’88-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid
60.0
3.60 3.80 4.00 4.20
5000 m/z 41.05 25.42%
27.0
O Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2275: Butanoic acid
60.0 3.60 3.80 4.00 4.20
m/z 43.05 20.84%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 Toluene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.054 3.56 ng/ul 118005 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 94
2 Toluene 92 C7H8 000108-88-3 93
3 Toluene 92 C7H8 000108-88-3 87
4 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 139 (4.054 min): BM033978.D\data.ms (-134) (-) m/z 91.05 100.00%
91.0
5000
e ARARmEEEE
39.0 651 3.80 4.00 4.20 4.40
bt L1470 1931 0 910 55.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
5000 L L I L LI L B
3.80 4.00 4.20 4.40
m/z 65.10 12.06%
39.0 65"-0
1 b
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2758: Toluene
91.0
T ARAEEEEE R
3.80 4.00 4.20 4.40
5000 m/z 39.05 10.28%
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2757: Toluene R R RARREREE S
91.0 3.80 4.00 4.20 4.40
m/z 63.10 9.11%
5000
39.0 65.0 (\
\\\‘\\\\“\h\“\\“\‘\\\‘\\‘“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.001 16.42 ng/ul 543669 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
Abundance Scan 300 (5.001 min): BM033978.D\data.ms (-293) (-) m/z 43.10 100.00%
3.1
5000
101.1 T
| ‘ 4.60 4.80 5.00 5.20 5.40
e e MO0 il 2330 2080 7 59,10 61.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | LR BN B
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.22%
10‘1.0
l ) | .
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Ramas A RAR R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.39%
15.0 ‘ 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- R REma AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.39%
5000
‘ 101.0
HH‘w‘“‘u‘“‘m‘wCu,um‘“mWm,uu‘mwm“m RERENENEECENS RS Eae
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 6 Ethylbenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.407 8.47 ng/ul 280565 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 93
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 90
Abundance Scan 369 (5.407 min): BM033978.D\data.ms (-363) (-) m/z 91.05 100.00%
91.0
5000 /\
“H‘_‘H“H‘_‘H“
65.1 5.00 5.20 5.40 5.60 5.80
S AN 208.¢
0l e 228F m/z 106.10 30.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5731: Ethylbenzene
91.0
5000 | L R B R

5.00 5.20 5.40 5.60 5.80
m/z 65.10 10.78%

\‘\\\\‘2\7\\()\“\\“\\“\‘\\\H‘\\1\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5732: Ethylbenzene
91.0
e e e
500520540560580
270 51"0 ‘
I iy
“““““‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5734: Ethylbenzene R EAAmSEENEs
91.0 5.00 5.20 5.40 5.60 5.80

m/z 78.10 8.73%

5000
270\5]\‘-0\ N

m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 7 p-Xylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.543  36.08 ng/ul 1194880 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H1e0 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 392 (5.543 min): BM033978.D\data.ms (-386) (-) m/z 91.05 100.00%
91.0 ﬁ
5000
51.0 ‘ ‘ ' 5.20 5.40 5.60 5.80
b LA 1469 1912 2811 ;o 1p6.10  44.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5724 p-Xylene
91.0
5000 L L L L L L B L O
5.20 5.40 5.60 5.80
m/z 105.10  20.93%
51.0 ‘
\H‘H\\“\\‘h‘\"\‘\\\“’\\1\‘HH‘HH‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene
91.0
e AAREARE RS
5.20 5.40 5.60 5.80
5000 m/z 77.05 13.43%
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5749: Benzene, 1,3-dimethyl- “_“‘_“‘_“‘,H“‘
91.0 5.20 5.40 5.60 5.80
m/z 51.05 10.43%
5000
39.0 ‘
‘ bl ‘\ |

m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 8 o0-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.919 14.64 ng/ul 484943  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 p-Xylene 106 C8H1e0 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 456 (5.919 min): BM033978.D\data.ms (-450) (-) m/z 91.05 100.00%
91.0
5000 j\
51.0 ‘ 5.60 5.80 6.00 6.20

m_m‘wJ‘iw“h‘u“”‘H!‘m“1_2‘8;‘1‘wwwl?’?’cf’w m/z 106.10  42.29%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #5725: p-Xylene

91.0
L
5000 L L R B B R
5.60 5.80 6.00 6.20
51.0 m/z 105.10  18.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5724 p-Xylene
91.0
R AAEEEaRE RS
5.60 5.80 6.00 6.20
5000 m/z 77.10 12.78%
270 51.0 ‘
‘H“H‘““‘1“““”MH1‘“MH“m‘uwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene T T
91.0 5.60 5.80 6.00 6.20
m/z 51.05 10.72%
5000
510 ‘
210 | ‘H A

m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 9 Mesitylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.566 2.26 ng/ul 74937  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 81
2 Mesitylene 120 C9H12 000108-67-8 81
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
Abundance Scan 736 (7.566 min): BM033978.D\data.ms (-730) (-) m/z 105.10 100.00%
105.1
5000
57.1 /\ /\
R L A Ramaasas
7.20 7.40 7.60 7.80
\H‘H\\““‘\\HW!"\‘\“HHH‘\‘H \‘\\‘\“\\3\4\.‘\1\\\’\\\\’\\\2\9\7\\]_‘\\\\‘\H\‘\%?’J\-\( m/z 129.19 39.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10695: Mesitylene
105.0
5000 \ﬂ,A/\
7.20 7.40 7.60 7.80
m/z 57.10 33.70%
39.0
\H‘\‘\\\“‘\\“\‘\“"\‘7\4\“?\‘{\‘h\\‘\““\\\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10691: Mesitylene
105.0
7.20 7.40 7.60 7.80
5000 m/z 43.10 28.23%
39 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl- R e AR
105.0 7.20 7.40 7.60 7.80
m/z 77.00 14.64%
h \M
m/z--> 20 40 60 80 100120140160180200220240260280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 10 Benzyl alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.160 3.47 ng/ul 114941 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 96
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 95
4 Benzyl alcohol 108 C7H80 000100-51-6 95
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 837 (8.160 min): BM033978.D\data.ms (-827) (-) m/z 79.10 100.00%
79.1
108.1
5000
500 ‘_‘H‘H“W‘H‘H“_
ﬂ ‘ ‘ 208.9 7.80 8.00 8.20 8.40

bl 2089 28L0 1, 18.10  67.76%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #6065: Benzyl alcoho

79.0
108.0
5000 LI L L L LI L B

7.80 8.00 8.20 8.40
5(10 m/z 77.05 60.51%
0| |

\H‘H\\‘\\U\"UH‘\“\\“H‘\‘\‘\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6066: Benzyl alcohol
79.0 108.0

7.80 8.00 8.20 8.40

5000 m/z 107.10  50.01%
39.0
HWHH¢JWWHHLMWJ“WHHMH*MHWH*WHHM*HMHW*HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6067: Benzyl alcohol R E maamamsc
79.0 108.0 7.80 8.00 8.20 8.40

m/z 51.05 31.22%

5000
39.0
ln \‘ ‘H I \‘ “ |

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 11 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.171 2.69 ng/ul 245039  Chrysene-di12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3049 (21.171 min): BM033978.D\data.ms (-3045) (- m/z 57.10 100.00%

57.1
5000
11.1
T —
21.00 21.50
T RN TUTO S N 2 M RSP
mlz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 L L
21.00 21.50
m/z 43.10 88.52%
\\“\M\“‘\‘\‘\\“‘\“\“\\‘“\7\\0\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 1110 m/z 83.10 85.57%
294.0
UL ero 220 280500
miz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 el N
57.0 21.00 21.50
m/z 69.05 75.85%
111.0
5000
670 2220 3080 ) s
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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 12 Oxirane, 2,2'-[(1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.371 11.50 ng/ul 823712  Perylene-di2 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 91
2 2,6-Bis(1,1-dimethylethyl)cycloh... 325 C21H27NO2 017119-01-6 64
3 Norcannabinol-9-carboxylic acid,... 340 C21H2404 053989-32-5 64
4 3(2H)-Benzofuranone, 2-(hydroxyp... 340 C19H2004Si 1000503-53-4 64
5 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 64

Abundance Scan 3423 (23.371 min): BM033978.D\data.ms (-3418) (- m/z 325.15 100.00%

325.1
5000

[
571 1191  213.1269.1 23.00 2350

et ‘lm bttt Lo L L4150 4760 356 15 22.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248824: Oxirane, 2,2'-[(1- methylethylldene)bls(4 1-phen
32b.
5000
2300 2350
290 m/z 57.10 13.24%
h 11‘9 0 2130 269.0
vl b I
\\ff[\\\\‘\\\\‘\\1\]1\\\‘\\\\’T\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #230602: 2,6-Bis(1,1-dimethylethyl)cyclohexa-2,5-diene-:
325.0
2300 2350
5000 m/z 340.20  10.64%
268.0
41.0
e el
Ll Il

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #248714: Norcannabinol-9-carboxylic acid, 11- — R
325.0 23.00 23.50

m/z 269.10  10.05%

5000
268.0
130 1520 N

m/z--> 0 50 100 150 200 250 300 350 400 450 2300 2350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33978.D

Acqg On : 02 Feb 2022 17:50
Operator : CG/JU

Sample : N1355-01

Misc

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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|
Methyl Isobutyl... 3.643 37.2 ng/ul 1231480 1 7.925 662286 20.0
2-Pentanol, 4-m... 3.872 3.4 ng/ul 111439 1 7.925 662286 20.0
Butanoic acid 3.954 3.9 ng/ul 128811 1 7.925 662286 20.0
Toluene 4.054 3.6 ng/ul 118005 1 7.925 662286 20.0
2-Pentanone, 4-... 5.001 16.4 ng/ul 543669 1 7.925 662286 20.0
Ethylbenzene 5.407 8.5 ng/ul 280565 1 7.925 662286 20.0
p-Xylene 5.543 36.1 ng/ul 1194880 1 7.925 662286 20.0
o-Xylene 5.919 14.6 ng/ul 484943 1 7.925 662286 20.0
Mesitylene 7.566 2.3 ng/ul 74937 1 7.925 662286 20.0
Benzyl alcohol 8.160 3.5 ng/ul 114941 1 7.925 662286 20.0
1-Heneicosanol 21.171 2.7 ng/ul 2450639 5 21.459 1819850 20.0
Oxirane, 2,2'-[. 23.371 11.5 ng/ul 823712 6 23.847 1432130 20.0
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