LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acqg On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc :

ALS Vvial : 85 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14213.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.411 34 38 42 rBV 38098 46973 0.73% 0.070%
2 3.470 42 48 59 rVB3 62561 124573 1.94% 0.185%
3  3.552 59 62 68 rVB3 22558 32127 ©0.50% 0.048%
4 3.611 68 72 79 rVB 25466 39218 ©0.61% ©.058%
5 3.734 83 93 97 rBV2 89567 158127 2.47% 0.234%
6 3.846 166 112 125 rBV2 202785 425941 6.64% 0.631%
7 3.993 132 137 143 rBV 261898 371790 5.80% ©.551%
8 4.175 163 168 175 rBV3 49417 89842 1.40% 0.133%
9 4.246 175 180 186 rVvVv 963279 1392486 21.71% 2.063%
106 4.293 186 188 198 rWwW 57863 74580 1.16% 0.110%
11  4.422 201 210 215 rVWW2 36389 78770  1.23% 0.117%
12 4.481 215 220 227 rW3 31389 63201 0.99% 0.094%
13 4.552 227 232 243 rVB 90480 136402 2.13% 0.202%
14 4.675 249 253 258 rVB 29817 44160 0.69% ©0.065%
15 4.846 277 282 289 rW2 47287 94090 1.47% 0.139%
16 4.911 289 293 301 rVB 38868 64053 1.00% 0.095%
17 5.322 357 363 369 rVW 218250 334044 5.21% 0.495%
18 5.375 369 372 377 rVB3 29193 41056 0.64% 0.061%
19 5.469 382 388 393 rBv2 57565 88827 1.38% 0.132%
20 5.587 402 408 414 rBvV 77892 122437 1.91% 0.181%
21 5.652 414 419 429 rVW4 25689 54213 ©0.85% ©0.080%
22 6.117 492 498 502 rBV 177486 267057 4.16% 0.396%
23 6.152 502 504 511 rVB 36701 46271 0.72% ©.069%
24  6.264 516 523 531 rVB2 50072 100825 1.57% 0.149%
25 6.528 562 568 569 rvv4 25566 47699 0.74% 0.071%
26 6.546 569 571 579 rVB 27732 41274 0.64% 0.061%
27 6.699 588 597 606 rBv4 59965 145872  2.27% ©.216%
28 6.840 614 621 625 rBV3 17214 34234 ©0.53% 0.051%
29 7.028 649 653 659 rvB 20893 37053 0.58% 0.055%
30 7.205 676 683 692 rBV 213466 372876 5.81% ©.552%
31 7.287 692 697 703 rVB5 30633 62705 ©0.98% 0.093%
32 7.363 703 710 722 rBV 716904 1175598 18.33% 1.742%
33 7.458 722 726 730 rVB5 19555 31373 0.49% 0.046%
34 7.569 738 745 751 rBV 731690 1218386 18.99% 1.805%
35 7.822 785 788 794 rVB7 15034 26102 0.41% 0.039%

36 8.040 819 825 832 rBV 747975 1163634 18.14% 1.724%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acqg On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc :

ALS Vvial : 85 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP030723.M
Title : SVOA CALIBRATION
37 8.128 832 840 848 rVB6 66726 126942 1.98% 0.188%
38 8.252 855 861 865 rBvVv3 19649 33438 ©0.52% 0.050%
39 8.346 870 877 882 rVB5 23774 50264 0.78% 0.074%
40 8.463 892 897 903 rBV9 11871 27570 0.43% 0.041%
41  8.522 903 907 912 rVB6 16220 26545 0.41% 0.039%
42 8.640 919 927 931 rBV8 18588 34158 0.53% 0.051%
43 8.716 935 940 942 rW 44059 72477 1.13% 0.107%
44  8.758 942 947 959 rVW 654566 1125290 17.54% 1.667%
45 8.846 959 962 971 rVB4 13299 27020 0.42% 0.040%
46 8.963 977 982 986 rBv2 17911 36160 ©0.56% 0.054%
47 9.016 987 991 995 rVW5 14277 28223 0.44% 0.042%
48 9.075 997 1001 1009 rVB9 12936 33289 0.52% 0.049%
49 9.216 1018 1025 1032 rBV 923092 1539882 24.01% 2.281%
50 9.281 1033 1036 1042 rVB6 21771 35677 ©.56% ©.053%
51 9.481 1064 1070 1076 rVB 73629 122173 1.90% 0.181%
52 9.693 1103 1106 1111 rVBS5S 30791 46794 0.73% 0.069%
53 9.940 1141 1148 1161 rVB 785892 1352791 21.09% 2.004%
54 10.046 1161 1166 1168 rBvV3 22228 40027 0.62% ©.059%
55 10.146 1179 1183 1187 rVB3 24413 35679 ©0.56% 0.053%
56 10.328 1210 1214 1216 rBV3 17396 26675 0.42% 0.040%
57 10.363 1216 1220 1229 rVB2 42399 89472 1.39% 0.133%
58 10.487 1234 1241 1255 rVB 1123113 1999751 31.17% 2.962%
59 10.622 1262 1264 1271 rVB6 30962 45941 0.72% 0.068%
60 10.863 1297 1305 1311 rBV2 1102353 2243041 34.97% 3.323%
61 11.004 1323 1329 1338 rVB 761796 1408094 21.95% 2.086%
62 11.093 1339 1344 1348 rBV2 160606 267391 4.17% 0.396%
63 11.322 1378 1383 1391 rBV3 92527 177630 2.77% 0.263%
64 11.416 1393 1399 1410 rVW 493906 875258 13.64% 1.297%
65 11.587 1426 1428 1438 rVB9 36550 75777 1.18% 0.112%
66 11.681 1439 1444 1447 rBV6 27568 56839 0.89% 0.084%
67 11.904 1474 1482 1485 rBV8 40501 109867 1.71% 0.163%
68 11.946 1485 1489 1498 rVB6 61773 138836 2.16% 0.206%
69 12.075 1506 1511 1514 rBV6 27453 54121 0.84% 0.080%
70 12.310 1547 1551 1554 rBV6 45280 79329 1.24% 0.118%
71 12.422 1567 1570 1579 rVB5 55226 101973 1.59% 0.151%
72 12.581 1591 1597 1602 rBV9 35648 92212 1.44% 0.137%
73 12.728 1616 1622 1628 rBV1e 75251 156415 2.44% 0.232%
74 13.028 1670 1673 1677 rBV6 38289 64189 1.00% ©.095%

75 13.098 1678 1685 1687 rVVv6 86987 208790  3.25% ©.309%

76 13.128 1687 1690 1696 rVvv3 178663 331794 5.17% 0.492%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acqg On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc :

ALS Vvial : 85 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP030723.M

Title : SVOA CALIBRATION

77 13.187 1698 1700 1705 rVB 75734 84400 1.32% 0.125%
78 13.275 1712 1715 1720 rBV 53335 69375 1.08% 0.103%
79 13.363 1726 1730 1733 rBv4 79535 114993 1.79% 0.170%
80 13.751 1791 1796 1805 rVBS8 93709 284808 4.44% 0.422%
81 13.828 1806 1809 1812 rBV2 53192 68383 1.07% 0.101%
82 14.087 1848 1853 1859 rVB 2576284 3607227 56.23% 5.344%
83 14.381 1896 1903 1910 rVB 2557387 3889650 60.64% 5.762%
84 14.681 1948 1954 1960 rBV 1624186 2386368 37.20%  3.535%
85 14.751 1963 1966 1978 rVB 91123 219892  3.43% 0.326%
86 14.910 1988 1993 2000 rBV 175500 375584 5.86% 0.556%
87 15.340 2063 2066 2071 rBV 85999 124169 1.94% 0.184%
88 15.675 2117 2123 2129 rBV 3494978 4997123 77.90% 7.403%
89 15.798 2138 2144 2150 rBV 1275789 1843652 28.74% 2.731%
90 16.040 2182 2185 2194 rVB3 105660 168157 2.62% 0.249%
91 17.439 2417 2423 2428 rVB 1958586 2894392 45.12% 4.288%
92 17.539 2434 2440 2447 rBV2 3757350 5579851 86.99% 8.266%
93 18.298 2565 2569 2577 rBV 442549 593805 9.26% ©.880%
94 19.522 2773 2777 2785 rBV 246421 354039 5.52% 0.524%
95 19.763 2812 2818 2821 rBV 4703217 6414724 100.00%  9.503%
96 19.792 2821 2823 2832 rVB 1124037 1371682 21.38% 2.032%
97 21.186 3057 3060 3066 rVB3 204271 249979 3.90% 0.370%
98 21.516 3111 3116 3126 rVB 2024217 2794060 43.56% 4.139%
99 23.863 3508 3515 3526 rVB2 2248309 4622411 72.06% 6.848%
100 24.027 3537 3543 3552 rVB2 1120952 2348137 36.61% 3.479%

Sum of corrected areas: 67502524
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 22 Mar 2023 10:57
: CG/JU
: 01956-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032023\
BP014213.D

: 85 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BP014213.D\data.ms

5000000

4000000

3000000

2000000

4,246 0216 10.48710.863
1000000 ’ ) 9940 1.004
. 69 8.040
7.383 11416
93
. %ﬁ%&m AEEEEs1 5506832 663@&56.52@91@2& 258 7.825. 8% 914&169& e P83 imm
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\\ T T \\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP014213.D\data.ms

5000000 19.763

17.539
4000000 15.675
3000000 14.084.381
17.489
2000000
15.798 19(792
1000000

18.298 10.529
10 16.040
3137528 ]?% 15.340 w
PGB 212

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

o

TIC: BP014213.D\data.ms

23.863
21.516

4.027

21.186

Time-->

21.00 2150 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

SFAM-EPA-BPO3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.470 2.14 ng/ul 124573 1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 87
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 87
3 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 87
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 87
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 83
Abundance  Scan 48 (3.470 min): BP014213.D\data.ms (-42) (-) m/z 55.05 100.00%
55.0
- M
R R maa e S
‘ 151 207.0 3.40 3.60 3.80
ol dibiitot 207026493266 4300 5033 ./, g3.05  74.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3763: 2-Pentene, 2,3-dimethyl-
58.0
5000 /\\J\\
3.40 3.60 3.80
m/z 41.00 64.68%
O‘\‘\H\HfH\J\I‘I\%\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (2)-
55.0
A M
3.40 3.60 3.80
5000 m/z 57.05 50.11%
O‘Humﬂh‘p‘u‘H‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3765: 2-Pentene, 4,4-dimethyl- B i S S
55.0 3.40 3.60 3.80
m/z 98.10 38.44%
5000
0‘\\u"”\‘“\cw‘uu‘\\u‘\\u‘\uWu\,HHWHWHWH‘\ J@%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Cyclic3.734 Concentration Rank 8

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

3.734 2.72 ng/ul 158127 1,4-Dichlorobenzene-d4 8.040
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 56
4 2-Butenal, (E)- 70 C4H60 000123-73-9 53
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 53
Abundance  Scan 93 (3.734 min): BP014213.D\data.ms (-83) (-) m/z 70.05 100.00%

70.0
5000

3.40 3.60 3.80 4.00
|, 128.0190.9 282.8342.9 414.9 505.0

O R A e R R e R N R e AL m/z 41.00 68.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 L R I R |
3.40 3.60 3.80 4.00
m/z 55.05 58.40%
O‘\\h\l“J\l!Jl\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
T T
3.40 3.60 3.80 4.00
5000 ITI/Z 69.05 46.46%
0"'11
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- RN ER T L
70.0 3.40 3.60 3.80 4.00
m/z 43.05 24.14%
0‘“‘1‘ | R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.993 6.39 ng/ul 371790  1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
2 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 91
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 91

4 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 91
5 2-Pentene, 2,4,4-trimethyl- 112 C8H1l6 000107-40-4 91

Abundance Scan 137 (3.993 min): BP014213.D\data.ms (-132) (-) m/z 97.05 100.00%

97.0
5000

MBS A SHNES L S
ST | 3.60 3.80 4.00 4.20 4.40
ol bl 209.0 281.0341.1400.8463.9 549. /. 55 g5 g9.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7624: 2-Pentene, 2,4,4-trimethyl-
97.0
5000

3.60 3.80 4.00 4.20 4.40
m/z 41.05 30.63%

:ﬂl | ,“ .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7626: Z-3,4,4-Trimethyl-2-pentene
97.0
RAEREERARSEE S S SRS
3.60 3.80 4.00 4.20 4.40
5000 ITI/Z 69.05 26.60%
39.
0m“‘\ﬂ,‘wﬁ““wHH_m"m‘uH_mwH‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7623: 2-Pentene, 2,3,4-trimethyl-
97.0 3.60 3.80 4.00 4.20 4.40
m/z 112.05 25.16%
5000
39.
OI"’,‘MW\ [T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40

SFAM-EPA-BP030723.M Thu Mar 23 12:11:38 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,246  23.93 ng/ul 1392490 1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, 2,3,4-trimethyl- 112 C8H1l6 000565-77-5 94
2 2-Pentene, 2,3,4-trimethyl- 112 C8H1l6 000565-77-5 94
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 91
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 91
5 2-Pentene, 3,4,4-trimethyl- 112 C8H1l6 000598-96-9 90
Abundance Scan 180 (4.246 min): BP014213.D\data.ms (-175) (-) m/z 55.05 100.00%
55.0
5000
\ 1181 4.00 4.20 4.40 4.60
Ol AP 20812669 35824149 4996 ./, 97.e5 94.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7623: 2-Pentene, 2,3,4-trimethyl-
97.0
5000 L L L I L B
39. 4.00 4.20 4.40 4.60
m/z 41.10 35.62%
O‘\l\‘\‘\’ﬂ’\”“\\\l‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7627: 2-Pentene, 2,3,4-trimethyl-
55.0
4.00 4.20 4.40 4.60
5000 m/z 112.10 32.89%
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7628: 2-Pentene, 2,3,4-trimethyl- R TR
55.0 4.00 4.20 4.40 4.60
m/z 69.05 31.09%
5000
oN,‘J’J‘lF%O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.552 2.34 ng/ul 136402 1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 95
2 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 90
3 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 87
4 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 87
5 3-Ethyl-3-hexene 112 C8H16 016789-51-8 86
Abundance Scan 232 (4.552 min): BP014213.D\data.ms (-227) (-) m/z 55.05 100.00%
55.0
Al A e
\ ‘ Jsz 7 2070 a550 4.20 4.40 4.60 4.80
Ol 4 [ 3327 2070 295.1355.2417.8 490.9549. ./, g3.05  80.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7594: 2-Hexene, 2,3-dimethyl-
55.0
5000 L L R R I B
4.20 4.40 4.60 4.80
m/z 41.00 38.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7589: 2-Hexene, 2,3-dimethyl-
83.0
‘Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TF

4.20 4.40 4.60 4.80
5000 m/z 112.05  28.21%

olg’l'hmh

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

Abundance #7577: 3-Hexene, 3,4-dimethyl- A e EARETE
55.0 4.20 4.40 4.60 4.80

m/z 69.05 21.55%

o

5000

"\ \\ A\ JJ‘\ il 1|l£0

O bt e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.587 2.10 ng/ul 122437 1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 43
2 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 40
3 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 38
4 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 38
5 Tetrahydropyran Z-10-dodecenoate 282 C17H3003 1000130-96-5 38
Abundance Scan 408 (5.587 min): BP014213.D\data.ms (-402) (-) m/z 43.00 100.00%
5000
113.1
 ERAAAREEREE
H 5.20 5.40 5.60 5.80 6.00
ol Lllil| 180.1237.82949 4009 47845400 ./, sg9.1p  73.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25567: 2,5-Hexanediol, 2,5-dimethyl-
43.0
5000
30 5.20 5.40 5.60 5.80 6.00
113. m/z 85.00  63.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4416: 3-Buten-2-ol, 2,3-dimethyl-
85.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 55.00 33.64%
7.
0 WMHLL‘H‘W“H‘H‘W‘H‘_‘H‘H‘W‘H‘_“W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14505: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl- R R ARamsnEEt
59.0 5.20 5.40 5.60 5.80 6.00
m/z 41.05 30.17%
h WJU\/\MM
0 M SO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80 6.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57

Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: 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 2(3H)-Furanone, dihydro-5-p... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
6117 4.5 ng/ul 267057  1,a-Dichlorobenzene-dd .04
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 59

2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
3 2,5-Piperazinedione, 3-methyl- 128 C5H8N202 006062-46-0 58
4 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 56
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50
Abundance Scan 498 (6.117 min): BP014213.D\data.ms (-492) (-) m/z 85.05 100.00%
85.0
5000 //h

SRS I W W
1 1| 146.9207.0267.6 340.7400.8 487.3545.¢ >80 600 6.20.6.40
el ], 146.9207.0267.6 340.74008 487.3545% ./ 57.05  52.95%

0 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14099: 2(3H)-Furanone, dihydro-5-propyl-
85.0
5000 J\’\‘ﬁ\uu,uu‘uu‘uu,

5.80 6.00 6.20 6.40
m/z 43.05 49.56%

2%.0
I JI Ly

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

o

-

Abundance #4486: Pentane, 2,2-dimethyl-
57.0
R T
5.80 6.00 6.20 6.40
5000 m/z 41.05 32.56%
0“1‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13812: 2,5-Piperazinedione, 3-methyl- e
85.0 5.80 6.00 6.20 6.40
m/z 39.05 13.98%
) MJ\/V\WL
o_MHH;HH_m_‘H_H‘,m‘,w_wwww A il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40

SFAM-EPA-BP030723.M Thu Mar 23 12:11:41 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.699 2.51 ng/ul 145872  1,4-Dichlorobenzene-d4 8.040

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, bromo- 156 C6H5Br 000108-86-1 42
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 41
3 Benzene, bromo- 156 C6H5Br 000108-86-1 38
4 Benzene, bromo- 156 C6H5Br 000108-86-1 38
5 2H-Thiopyran, tetrahydro-3-methyl- 116 C6H12S 005258-50-4 38
Abundance Scan 597 (6.699 min): BP014213.D\data.ms (-588) (-) m/z 101.10 100.00%
0oL.1
5000
41,

1030 2816 6.40 6.60 6.80 7.00
ol Ml Ly, 1550 £000342.8 4151 5146 m/z 76.95  91.02%

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #33311: Benzene, bromo-
77.0
156.0

5000 LI L L L BN B
6.40 6.60 6.80 7.00
‘ m/z 116.10 50.58%
O ‘\\\\‘\\J\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9363: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
PV P )
6.40 6.60 6.80 7.00
5000{ 41.0 m/z 155.90  47.57%
0 w‘” B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33310: Benzene, bromo- R RN
77.0 6.40 6.60 6.80 7.00

m/z 67.00 45.32%

156.0
5000
12.0 ‘

ol55 b e e A
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032023\
BP014213.D

: 22 Mar 2023 10:57
: CG/JU
: 01956-01

. 85

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
. SVOA CALIBRATION

: 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 Thiepane Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
8.128 2.18 ng/ul 126942  1,4-Dichlorobenzene-d4 8.040
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiepane 116 C6H12S 004753-80-4 91
2 Cyclopentanethiol, 2-methyl-, tr... 116 C6H12S 001638-93-3 43
3 4-Imidazolidinone, 2-thioxo- 116 C3H4N20S 000503-87-7 27
4 Thiazole, 4,5-dihydro-2-methylam... 116 C4H8N2S 010416-51-0 22
5 2,5-Diamino-1,3,4-thiadiazole 116 C2H4AN4S 002937-81-7 22
Abundance Scan 840 (8.128 min): BP014213.D\data.ms (-832) (-) m/z 116.10 100.00%
116.1
41.0
5000
R RARE R R
l 200.0 283.0 7.80 8.00 8.20 8.40
ol Ml s 2090 283.0 356.0415.2 5267 m/z 67.00 91.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9336: Thiepane
87.0
27.
5000 L L R B B
7.80 8.00 8.20 8.40
m/z 87.00  82.30%
O ‘\J\‘\‘ f“\\l‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9366: Cyclopentanethiol, 2-methyl-, trans-
7.80 8.00 8.20 8.40
5000 m/z 41.05 71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8979: 4-Imidazolidinone, 2-thioxo- A EEmmaEE T
116.0 7.80 8.00 8.20 8.40
m/z 60.00 46.12%
5000
46.T) |
N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP030723.M Thu Mar 23 12:11:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 11 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.093 2.38 ng/ul 267391  Naphthalene-d8 10.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexahydro-1,2,4,5-tetrazine-3,6-... 148 C2H4N4S2 036239-33-5 38
2 .alpha., .beta.-Methyl-2-deoxy-D-... 148 C6H1204 060134-26-1 25
3 1,3-Dithiane, 2,2-dimethyl- 148 C6H12S2 006007-22-3 14
4 2-[(2-Aminoethyl)sulfanyl]acetic... 135 C4H9NO2S 003335-52-2 12
5 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 12

Abundance Scan 1344 (11.093 min): BP014213.D\data.ms (-1339) (- m/z 117.00 100.00%

117.0
60.0
5000
T I
” 11.00
ol il b | 220828213421 412.5 47965412 1/, 1483 00  83.53%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26454: Hexahydro-1,2,4,5-tetrazine-3,6-dithione
148.0
60.0

5000 ol :
11.00
m/z 60.00 77.85%
O“I%IT’J“IH“ll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26616: .alpha.,.beta.-Methyl-2-deoxy-D-ribofuranoside
99.0
=T \
11.00
5000 m/z 99.00 71.68%

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

Abundance #26625: 1,3-Dithiane, 2,2-dimethyl- —
74.0 148.0 11.00

m/z 46.00  49.54%

o
7 N
o)

5000

—

0 JMHI““lI‘

\\\\‘\\l\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

iy
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 12 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.416 7.80 ng/ul 875258 Naphthalene-d8 10.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7Cl 002809-65-6 38
2 Glutaric acid, heptyl 4-methoxy-... 330 C18H3405 1000359-41-6 27
3 Glutaric acid, decyl 4-methoxy-2... 372 C21H4005 1000359-41-9 27
4 2-Undecylthiacyclohexane 256 C16H32S 001801-98-5 14
5 1,2,4-Thiadiazole, 5-amino- 101 C2H3N3S 007552-07-0 14

Abundance Scan 1399 (11.416 min): BP014213.D\data.ms (-1393) (- m/z 115.05 100.00%

5.1
41.1
5000
11 50
0 I, 2092 295.0358.34153  BIOT  ;m/z 101.00  99.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
5000
11 50
m/z 150.0 85.87%
O \\\‘fp\‘\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236723: Glutaric acid, heptyl 4-methoxy-2-methylbutyl e
10140
11 50
5000 ITI Z 67.00 70.83%

o

41
A, L, 2880
miz-—> 50 100 150 200 250 300 350 400 450 500 550

Abundance #281274: Glutaric acid, decyl 4-methoxy-2-methylbutyl es
101.0 1150

m/z 41.10 61.08%

ﬁﬂ L1700 220 579

Obrdbbdg b 200, 8o

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 13 unknown-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.128 2.78 ng/ul 331794  Acenaphthene-di0 14.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Ethylcyclopent-1-enecarboxalde... 124 C8H120 036431-60-4 43
2 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 38
3 Benzene, 1,4-dimethoxy-2-methyl- 152 C9H1202 024599-58-4 35
4 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 30
5 Mequinol 124 C7H802 000150-76-5 30

Abundance Scan 1690 (13.128 min): BP014213.D\data.ms (-1687) (- m/z 109.10 100.00%
109.1

5000

=

— —

2070 13.00 13.50
. 1

|,207:0267.9 342.94015 4701 547! /. 174 19 83.99%

{JMH L ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12072: 5-Ethylcyclopent-1-enecarboxaldehyde

o

T MAL‘\—/V\
5000 — ——
13.00 13.50
e m/z 137.85  75.33%
O‘\\\l"f”‘\liu!l\“‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12076: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109.0
e e
13.00 13.50
5000 ITI/Z 81.00 55.71%
4LO‘J
O ek b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30210: Benzene, 1,4-dimethoxy-2-methyl- —— ——
137.0 13.00 13.50
m/z 110.10 49.53%
5000
]'5"0 77.0
o_mkl&“‘hil‘he&“"“cu_‘HWH_H‘,‘m,uH_me_m_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP030723.M Thu Mar 23 12:11:45 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 14 unknown-06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.751 2.39 ng/ul 284808  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloheptanemethanol 128 C8H160 004448-75-3 43
2 2-Cyclohexen-1-0l1, 3-methyl- 112 C7H120 021378-21-2 41
3 Sorbic Acid 112 C6H802 000110-44-1 38
4 Cyclohexanepropanoic acid 156 C9H1602 000701-97-3 38
5 3-Cyclohexen-1-o0l, 3-methyl- 112 C7H120 053783-91-8 38

Abundance Scan 1796 (13.751 min): BP014213.D\data.ms (-1791) (- m/z 55.05 100.00%
55.0

5000
—r —
J “ zm 197.0 J821 355.0 13.50 14.00
- MMMm o202 L 350.0415.9 489.05491 4 7 43.00  84.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14334: Cycloheptanemethano
55.0
5000 — e
13.50 14.00
m/z 97.10 81.75%
O‘\\UV‘JMJ\N\\\‘J\fz\\g\.‘o\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7436: 2-Cyclohexen-1-ol, 3-methyl-
97.0
—r —
13.50 14.00
5000 ITI/Z 69.10 36.91%
39\0
o} MM"J‘H_‘m_M,HH,H‘wmww_mwwuw

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

Abundance #7196: Sorbic Acid T ——
97.0 13.50 14.00
m/z 41.00 34.01%
5000
39.0
0“‘J'cu"f“”#“\“‘Nm_‘H,m‘,mwmwuH‘mwm‘mw P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

SFAM-EPA-BP030723.M Thu Mar 23 12:11:46 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: 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 15 n-Hexadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.298 4.10 ng/ul 593805 Phenanthrene-d10 17.439
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2569 (18.298 min): BP014213.D\data.ms (-2565) (- m/z 73.00 100.00%
73.0
213 2 A, SR
WJ 18.00 18.50
o LLEEED) m 1, 476134214021461.35218 1/, cp.00  81.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 7 T
18.00 18.50
“ 213.0 m/z 43.05 78.17%
O\\i“ \L‘ull“\“\‘\l\1\\\\\“\!‘\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
—— —
256.0 18.00 18.50
5000 m/z 55.05 69.38%
“ 157.0
o kbbb L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50
m/z 57.05 65.17%
5000 256.0
129.0
oLl s S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acq On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS Vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 16 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.522 2.53 ng/ul 354039  Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 98
3 Octadecanoic acid 284 (C18H3602 000057-11-4 94
4 Octadecanoic acid 284 (C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2777 (19.522 min): BP014213.D\data.ms (-2773) (-} ' m/z 73.00 100.00%
5000 JW
241.2
1
\ \ ‘ 19.50
0 L “tum bhbidibo | 3560 4310 8031 o 4300 8511
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
19.50
H 1850 284.0 m/z 57.10 77.73%
O ‘\\"\HH ‘!"\'Aw“!“l\\“\!\\\‘\\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0
T
19.50
5000 m/z 60.00 74.75%
129.0
284.0
N T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid = ‘
73.0 19.50
m/z 55.05 68.00%
5000 284.0
185.0
0 "' ‘h””\“\,,, s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14213.D

Acqg On : 22 Mar 2023 10:57
Operator : CG/JU

Sample : 01956-01

Misc

ALS vial : 85 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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|
(DEL) Alkane: S 3.470 2.1 ng/ul 124573 1 8.040 1163630 20.0
(DEL) Alkane: C... 3.734 2.7 ng/ul 158127 1 8.040 1163630 20.0
(DEL) Alkane: S... 3.993 6.4 ng/ul 371790 1 8.040 1163630 20.0
(DEL) Alkane: S 4.246 23.9 ng/ul 1392490 1 8.040 1163630 20.0
(DEL) Alkane: S 4.552 2.3 ng/ul 136402 1 8.040 1163630 20.0
unknown-01 5.587 2.1 ng/ul 122437 1 8.040 1163630 20.0
2(3H)-Furanone, ... 6.117 4.6 ng/ul 267057 1 8.040 1163630 20.0
unknown-02 6.699 2.5 ng/ul 145872 1 8.040 1163630 20.0
Thiepane 8.128 2.2 ng/ul 126942 1 8.040 1163630 20.0
unknown-03 11.093 2.4 ng/ul 267391 2 10.863 2243040 20.0
unknown-04 11.416 7.8 ng/ul 875258 2 10.863 2243040 20.0
unknown-@5 13.128 2.8 ng/ul 331794 3 14.681 2386370 20.0
unknown-06 13.751 2.4 ng/ul 284808 3 14.681 2386370 20.0
n-Hexadecanoic ... 18.298 4.1 ng/ul 593805 4 17.439 2894390 20.0
Octadecanoic acid  19.522 2.5 ng/ul 354039 5 21.516 2794060 20.0
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