LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ G\Data\BG011222\
Data File : BG051956.D

Acq On : 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc

ALS Vial : 21  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 - O Peak Location: TOP

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

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION
Signal : TIC: BG051956.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.712 373 378 385 rW 645761 1043080 2.92% 0.878%
2 5.847 395 401 412 rvB 1710063 3600564 10.09% 3.032%
3 6.223 460 465 475 rVB 622360 1035987 2.90% 0.872%
4 6.487 503 510 518 rBv4 165288 410684 1.15% 0-346%
5 6.705 542 547 555 rBv6 165152 381247 1.07% 0.321%
6 6.775 555 559 564 rVB 274258 399484 1.12% 0.336%
7 6.869 570 575 588 rvB4 249822 673341 1.89% 0.567%
8 7.122 611 618 624 rBV3 173208 419832 1.18% 0.353%
9 7.222 624 635 640 rBv4 624748 1386619 3.89% 1.167%
10 7.274 640 644 648 rBY 405123 578108 1.62% 0.487%
11 7.321 648 652 657 rVB 766296 1159144 3.25% 0.976%
12 7.386 657 663 669 rBvV2 914662 1597992 4.48% 1.345%
13 7.456 669 675 683 rVB 746852 1278228 3.58% 1.076%
14 7.568 683 694 699 rBV6 195504 513988 1.44% 0.433%
15 7.627 699 704 709 rBV 393390 640559 1.80% 0.539%%
16 7.862 739 744 746 rBV 847803 1315374 3.69% 1.108%
17 7.891 746 749 755 rVW 1684063 2548643 7.14% 2.146%
18 8.156 787 794 800 rW5 248031 660018 1.85% 0.556%
19 8.226 800 806 813 rVB 1205588 2064327 5.79% 1.738%
20 8.314 813 821 826 rBv4 283115 745366 2.09% 0.628%
21 8.367 826 830 837 rVB2 611070 1144944 3.21% 0.964%
22 8.438 837 842 846 rBv4 390233 607070 1.70% 0.511%
23 8.490 846 851 856 rW2 479361 961958 2.70% 0.810%
24 8.543 856 860 867 rvB2 490739 802027 2.25% 0.675%
25 8.626 867 874 879 rVB3 197855 428215 1.20% 0.361%
26 8.802 896 904 908 rW3 808688 2258135 6.33% 1.901%
27 8.843 908 911 915 rVB2 621652 851254 2.39% 0.717%
28 8.907 915 922 935 rVB6 898004 2735574 7.67% 2.303%
29 9.019 935 941 945 rBv 640819 1043817 2.93% 0.879%
30 9.107 952 956 959 rBvV 236432 394929 1.11% 0.333%
31 9.142 960 962 970 rVvB4 235305 481846  1.35%  0.406%
32 9.266 978 983 991 rVvB3 270019 568536 1.59%  0.479%
33 9.372 991 1001 1006 rBv2 680624 1526496 4.28% 1.285%
34 9.483 1012 1020 1026 rVB3 565881 1289469 3.61%  1.086%
35 9.618 1032 1043 1053 rBV9 444410 1686071 4.73% 1.420%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ G\Data\BG011222\
Data File : BG051956.D

Acq On : 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc

ALS Vial : 21  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 - O Peak Location: TOP

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

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION
36 9.748 1053 1065 1073 rVB7 324357 1089750 3.05% 0.918%
37 9.841 1074 1081 1086 rVB5 247518 469774 1.32%  0-396%
38 9.900 1086 1091 1096 rBv2 353917 651789 1.83% 0.549%
39 9.959 1096 1101 1105 rVB 328135 492803 1.38% 0.415%
40 10.153 1126 1134 1138 rBV5 265196 641843 1.80% 0.540%
41 10.200 1138 1142 1147 rVB2 336524 498698 1.40% 0.420%
42 10.264 1147 1153 1159 rBv4 293608 580835 1.63% 0.489%
43 10.417 1173 1179 1184 rBv2 289471 526903 1.48% 0.444%
44 10.488 1184 1191 1197 rW3 535780 1073315 3.01% 0-904%
45 10.599 1205 1210 1214 rW 188092 301861 0.85% 0.254%
46 10.705 1223 1228 1236 rVB3 148277 376752 1.06% 0.317%
47 11.046 1281 1286 1290 rBV3 204056 400338 1.12% 0.337%
48 11.140 1297 1302 1308 rVB 342742 646897 1.81% 0.545%
49 11.234 1308 1318 1324 rvB2 338919 827574 2.32% 0.697%
50 12.091 1458 1464 1468 rVWW 327597 531049 1.49% 0.447%
51 12.479 1523 1530 1541 rBv2 146021 308900 0.87% 0.260%
52 12.732 1568 1573 1581 rVB 536038 904625 2.54% 0.762%
53 12.949 1604 1610 1618 rVB 264374 475386 1.33%  0.400%
54 13.419 1685 1690 1696 rVB 335338 496619 1.39% 0.418%
55 13.707 1732 1739 1747 rBV3 240772 637877 1.79%  0.537%
56 14.053 1793 1798 1810 rVB3 219543 636221 1.78% 0.536%
57 14.212 1820 1825 1830 rW2 359454 638412 1.79% 0.538%
58 14.271 1830 1835 1840 rVB3 433078 742499 2.08% 0.625%
59 14.359 1846 1850 1854 rVB 531271 708872 1.99%  0.597%
60 14.582 1883 1888 1894 rBV 243457 416791 1.17% 0-351%
61 14.852 1929 1934 1936 rBvV3 205404 342429 0.96% 0.288%
62 14.888 1937 1940 1945 rVB 272891 436501 1.22% 0.368%
63 15.275 2001 2006 2011 rVW4 338950 656318 1.84% 0.553%
64 15.716 2078 2081 2086 rVB2 333067 432220 1.21% 0.364%
65 15.822 2095 2099 2105 rBv2 227776 410190 1.15% 0.345%
66 15.880 2105 2109 2113 rBv 283979 385645 1.08% 0.325%
67 16.127 2144 2151 2155 rBVY 688081 1312136 3.68% 1.105%
68 16.221 2163 2167 2174 rVB5 195177 358681 1.01% 0.302%
69 16.609 2224 2233 2238 rBvV 1507858 2752868 7.72% 2.318%
70 16.709 2245 2250 2254 rBV 496410 761076 2.13% 0.641%
71 17.431 2369 2373 2378 rW 644532 913948 2.56% 0.770%
72 17.525 2385 2389 2400 rVB 419345 787475 < 2.21% 0.663%
73 17.643 2403 2409 2413 rW2 392452 826242 2.32% 0.696%
74 17.684 2413 2416 2422 rVWW 318165 609865 1.71% 0.513%
75 17.743 2423 2426 2431 rVB 388969 532944  1.49%  0.44%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA_ G\Data\BG011222\
Data File : BG051956.D

Acq On : 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc

ALS Vial : 21  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 - O Peak Location: TOP

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

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION

76 18.042 2474 2477 2483 rW3 212146 318615 0.89% 0.268%
77 18.119 2487 2490 2496 rVB 398896 575245 1.61% 0.484%
78 18.289 2516 2519 2525 rVB3 326150 439024 1.23% 0.370%
79 18.565 2562 2566 2571 rVB3 287410 492412 1.38% 0.415%
80 19.076 2649 2653 2657 rVB3 426064 552422  1.55%  0.465%
81 19.423 2707 2712 2717 rVB2 365208 644932 1.81% 0.543%
82 19.611 2741 2744 2748 rVB 626656 778298 2.18%  0.655%
83 19.675 2751 2755 2760 rVB 1082613 1268542 3.56% 1.068%
84 19.893 2789 2792 2800 rVB 432639 581950 1.63%  0.490%
85 20.022 2811 2814 2818 rVB 375285 438801 1.23% 0-369%
86 20.527 2897 2900 2904 rVB2 292891 365996 1.03% 0.308%
87 21.285 3025 3029 3035 rVB 797624 1083587 3.04% 0.912%
88 21.449 3054 3057 3062 rVB 319533 450828 1.26% 0.380%
89 21.861 3116 3127 3137 rVW 16840182 35677007 100.00% 30.039%

90 21.954 3139 3143 3150 rvB2 356721 747096 2.09% 0.629%

91 22.131 3169 3173 3175 rBv2 298955 482453 1.35%  0.406%
92 22.607 3251 3254 3258 rVB2 329448 446961 1.25% 0.376%
93 22.648 3258 3261 3270 rVB 370300 687436 1.93% 0.579%
94 22.812 3286 3289 3296 rVB3 211178 345163 0.97% 0.291%
95 23.035 3322 3327 3330 rBv2 397274 779199 2.18% 0.656%
96 23.077 3331 3334 3339 rW 459098 707610 1.98%  0.596%
97 23.141 3339 3345 3359 rVB 843290 2038707 5.71% 1.717%
98 24.069 3497 3503 3516 rVB 375022 969557 2.72% 0.816%
99 24.851 3631 3636 3642 rBv2 371924 957741 2.68%  0.806%
100 27.247 4035 4044 4058 rvB2 306828 1111381 3.12% 0.936%

Sum of corrected areas: 118768810
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

Abundance TIC: BG051956.D\data.ms

1.5e+07
le+07

5000000

5.847 7.89%
5.712 6223, gomuneiaan Iiidoritnges  12.001p AAT3%49

Ik SUANNNE S AL, A AN NMNANES ~
G\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051956.D\data.ms

21.861

1.5e+07

le+07

5000000

.L3.i119.70174363 35 ‘-m"y‘A VA . e o A n ] #1817
G T ‘ L ‘ 1T ‘ T \\ ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T 1T ‘ L ‘ L ‘ T 1T ‘ L ‘ L ‘ T 1T ‘ L

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051956.D\data.ms

1.5e+07

le+07

5000000

1
Pk 24.069 24.851 27247

G‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 o-Xylene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.847 34.88 ng/ul 3600560 1,4-Dichlorobenzene-d4 8.250
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 o-Xylene 106 C8H10 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 p-Xylene 106 C8H10 000106-42-3 97
Abundance  Scan 401 (5.847 min): BG051956.D\data.ms (-395) (-) m/z 91.15 100.00%
91.2
5000 106.2
\\\\‘\\\\‘\\\\‘\\\\‘\\\
39.1 511 g5 77‘-2 ‘ 5.60 5.80 6.00 6.20
\\‘\\\\‘\\\\‘\\\\‘“\\\\“‘\“\\\‘\“\‘\\‘\\‘\\H‘\\\\“\‘\\\‘\‘\‘\‘\‘\\\\ m/Z 106.15 45.01(y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5727: 0-Xylene
91.0
5000 106.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
5.60 5.80 6.00 6.20
m/z 105.15 21 .19%
o 8080 g0 710
, [ A L i
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.60 5.80 6.00 6.20
5000 106.0 m/z 77.15  14.74%
51.0 77.0
0 270 39.0 65.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, l,3-d|methy|- RARERERA R AR R
91.0 5.60 5.80 6.00 6.20
m/z 39.15 11.52%
106.0
5000
39.0 51.0 ¢50 77.0 ‘
\\‘]\-\5\.\0‘\2\7\.?\\\\“\\\\Hl‘\\\‘}‘\‘\\‘\\\‘U‘\\\\“1\\\‘\‘{\‘\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
6.775 3.87 ng/ul 399484  1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 83
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 68
Abundance  Scan 559 (6.775 min): BG051956.D\data.ms (-555) (-) m/z 57.15 100.00%
57.1
5000 41l AJ\//\\
\‘\/\\\\/\\/‘\\\\\‘\\\\‘\\\\‘\
‘ 85.1 113.1 6.40 6.60 6.80 7.00
L ‘ T T \‘i‘\‘ T \‘ “ T \H} T ‘ }‘\ T \“ L \“\ ‘ TT \1\4.‘0.\2\ T m/Z 71.15 68-26(y
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
5000 \‘\/\\\A\/‘\\\/\H‘HH‘HH‘\
a1lo 6.40 6.60 6.80 7.00
1120 m/z 43.15 63.38%
T \]-\5\.0‘ T ‘\‘ L L ‘ “ T \‘H T ‘8?.\0\ T ‘ L ‘ 1T ]\-4‘.2\.0\ T
m/z--> 20 40 60 80 100 120 140
Abundance
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
6.40 6.60 6.80 7.00
5000 41.0 m/z 41.15 51.45%
113.0
15.0 85.0 142.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22095: OCtane, 3,6-d|methy|- AEEERRRRARN R R
57.0 6.40 6.60 6.80 7.00
m/z 56.15 33.70%
5000
41.0
113.0
254$85.0142.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
BG051956.D

12 Jan 2022 21:37

CG/Ju

N1100-03

21  Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASENNIST20.L

TIC Integration Parameters: LSCINT.P

Instrument :

BNA_G

ClientSampleld :
BGLN3

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
7.122 4_.07 ng/ul 419832  1,4-Dichlorcbenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 80
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 72
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53

Abundance  Scan 618 (7.122 min): BG051956.D\data.ms (-611) () m/z 57.15 100.00%
57.1 ;‘
5000
85.2
I ‘ | | 1122 6.80 7.00 7.20 7.40
HH‘HH“H‘ ‘\\\\‘\\\\ \\\\‘\\\]-\4‘.2\\1\\‘\\\\‘\\\ m/z 43.15 80.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 T T T[T T T [ TTTrTTTT
6.80 7.00 7.20 7.40
m/z 41.15 49.81%
‘ 84.0
\\\\‘\\\\“M\\"\\‘H\\‘“\\\“‘\1\1\3\‘0\\\\‘1\5\0\\0‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
LR B B L B B R
6.80 7.00 7.20 7.40
5000 m/z 56.15 30.01%
290 84.0
113.0 155.0 184.0
L B L B B BB
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8637: Hexane, 2,4-d|methy|- NN RN RN
43.0 6.80 7.00 7.20 7.40
m/z 71.15 23.90%
85.0
5000
150 }\\“\‘6‘5.%\‘!‘\\\‘\1\1\‘4\..‘0\\\\‘\\\\‘\\\\‘\\\ \/\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.222  13.43 ng/ul 1386620 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 49
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 47
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 47
Abundance  Scan 635 (7.222 min): BG051956.D\data.ms (-624) (-) m/z 57.15 100.00%
57.1
5000 91.2 J\/\\//J\Mh
\\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ UU ‘ 120.2 7.00 7.20 7.40 7.60
\\\‘\\\\‘}\‘\"\\i\”‘\‘\\\“\\\\“\\\]-\4‘.2\\2\\‘\\\\‘\\\ m/Z 43-15 65.97(y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.00 7.20 7.40 7.60
90,0 m/z 91.15 44.60%
98.0
\\\‘\‘\‘\\“\\\‘!“\\“\\8‘\\\\“\\}‘\‘\\\]-\4.‘1\\0\\‘]-\6\9\\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
7.00 7.20 7.40 7.60
5000 m/z 41.15 41.96%
29.0
99.0
\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22076: Nonane, 4-methy|- RARAREEE R AR RN R R
57.0 7.00 7.20 7.40 7.60
m/z 71.15 36.53%
5000
29 0 98.0
T
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
7.274 5.60 ng/ul 578108 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonane, 2-methyl- 142 C10H22 000871-83-0 83
2 Nonane, 2-methyl- 142 C10H22 000871-83-0 80
3 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance  Scan 644 (7.274 min): BG051956.D\data.ms (-640) (-) m/z 43.15 100.00%
43.1
o 2 W\N\M\MM
\\\‘\\\\‘\\\\‘\\\\‘\\\\
“ 1 ‘ 9?11 ) 212721401 7.00 7.20 7.40 7.60
\H‘\\\\‘\\H‘H‘H‘HH‘HH“HH‘H\\‘HH“HHJ‘-HH‘HH‘HH‘HH‘\ m/Z 57.15 92.85(y

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-
43.0 LJL«

5000 RN RN R R RN
7.00 7.20 7.40 7.60

.0 Wz 41.15 53.69%

85.0
000 1270140
\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
43.0

7.00 7.20 7.40 7.60

71.0
27.0 85.0
100.0  127.01420
T T [T T [ T T [T T T T T
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22098: Octane, 2,7-d|methy|- T T T [T T T
43.0 7.00 7.20 7.40 7.60

m/z 42.15  27.53%

5000
27.0 71.0 99.0

‘ ‘ I | ‘ 127.0142.0

miz--> 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 11 Benzene, l-ethyl-3-methyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.321 11.23 ng/ul 1159140 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance  Scan 652 (7.321 min): BG051956.D\data.ms (-648) (-) m/z 105.15 100.00%
105.2
5000
120.2
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
39.1 51 77"2 ‘ 7.00 7.20 7.40 7.60
LR e \“‘\ \ﬁ”\.‘ “‘\‘ el \“‘ bl “H\ 't ‘\H“\ T \1\49.\3\ m/Z 120.15 30.94(y
m/z--> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
7.00 7.20 7.40 7.60
120.0
770 m/z 77.15 15.69%
mo SO
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.15 15.20%
120.0
39.0 77.0
59.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.15 11.44%
5000
120.0
77.0
39.0
\\\.‘\‘\\\“\\‘\5\9‘.(‘)\‘\\\“‘\\‘}\“1‘\\‘\““\\\\‘\\ N R R R R SR
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 12 Mesitylene Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
7.456 12.38 ng/ul 1278230 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance  Scan 675 (7.456 min): BG051956.D\data.ms (-669) (-) m/z 105.15 100.00%
105.2
5000 120.2
\\\\‘\\\\‘\\\\‘\\\\‘\\\
39.1 571 77"2 7.20 7.40 7.60 7.80
L B B ““\ \““ \““\‘\ \‘\M‘ T ‘\‘ T “H\ T ‘\““\ T \]\-4‘1\3\ m/Z 120.15 43.15[y
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120'0 \\\\‘\\\\‘\\\\‘A\\\\‘\\\
7.20 7.40 7.60 7.80
770 m/z 77.15 15.23%
51.0 ’
LI ‘2\7\.0\ T ‘ T \‘M‘ \“‘ ‘\‘ T \‘H‘ T ‘\ T ‘ M‘\ T ‘\““ L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance
105.0
120.0 7.20 7.40 7.60 7.80
5000 m/z 119.10 12 .66%
390 g 770
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, l,2,3-trimethy|- T \/\\\/\‘\ T T
105.0 7.20 7.40 7.60 7.80
m/z 91.15 12.09%
5000 120.0
39.0 77.0
\]-\5\.0‘ T M T “‘ T \““ \6‘2“.\p\ T \m‘ T ‘\ T ‘ ‘\‘\ T ‘\““ L ‘ L
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\svoasrv\HPCHEM1\BNA G\Data\BG011222\
= BG051956.D

: 12 Jan 2022 21:37

: CG/JU

- N1100-03

21  Sample Multiplier: 1

SVOA CALIBRATION

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

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 14 Carbonic acid, prop-1-en-2-...

Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
7.862 12.74 ng/ul 1315370 1,4-Dichlorobenzene-d4 8.250
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203

1000382-90-8 83

2 Undecane 156 C11H24 001120-21-4 83
3 Nonane 128 C9H20 000111-84-2 80
4 Decane 142 C10H22 000124-18-5 78
5 Decane 142 C10H22 000124-18-5 72
Abundance Scan 744 (7.862 min): BG051956.D\data.ms (-739) (-) m/z 43.15 100.00%
43.1
5000 71.2
\\\‘\\\\‘\\\\‘\\\\‘\\\\
H ‘ ‘ 10‘5.2 1423 7.60 7.80 8.00 8.20
G\‘\\\\i}\\““\\u\‘\‘\\\H‘\\\‘\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/Z 57-15 99-67(y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
7.60 7.80 8.00 8.20
85.0
290 Wz 41.15 56.88%
T ‘ \‘\‘\ \“‘} T \‘ ‘ \Wh? T T \““]-\]\-%.\O‘\ TTT ‘ \]-\5\4\."0\ T \]-ﬁz\.\o\\ ‘ TTT \2‘2\\7?0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.60 7.80 8.00 8.20
m/z 71.15 41.13%
5000 71.0
99.0 1270 156.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 jt
Abundance #14521: Nonane BANEASRRRRARNRRRRERERE]
43.0 7.60 7.80 8.00 8.20
m/z 85.15 25.42%
5000
85.0
128.0
[\/\/\\\/\\‘\T\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

SFAM-EPA-BG010622.M Sat Jan 29 00:24:44 2022

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 15 Benzene, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.891 24.69 ng/ul 2548640 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance  Scan 749 (7.891 min): BG051956.D\data.ms (-746) (-) m/z 105.15 100.00%
105.2
5000 120.2 A /\
\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\
51, 77"2 91‘-2 | 7.60 7.80 8.00 8.20
GH‘HH‘H\\‘\3\\7\.“1\H\H\H\H‘\‘\‘H‘H‘\\‘“\H\“\‘H\‘\“\‘\‘\‘H‘\‘\“HH‘H\ m/Z 120.15 43.50[y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
7.60 7.80 8.00 8.20
m/z 77.15 14 .91%
77.0
51.0 91.0
H‘HH‘\2\\7\.9H\“\H\i‘{‘\\}“\‘\‘H‘H\‘U‘\H\“\H\‘\M1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
7.60 7.80 8.00 8.20
z 1.1 13.21%
5000 1200 m/z 91.15 13
77.0
15.0 39.0 63.0 91.0
H‘HH‘H\\‘\H\‘\H\‘\\H‘HH‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.15 12.35%
120.0
5000
77.0
H‘H\.\‘H\‘\‘\?\9‘.‘\()\\\i‘\‘\\\6‘?\.‘9‘H\‘H‘\\?]‘L.?\‘\Ml\‘\\‘\‘\“\\\\‘\\\ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.314 7.22 ng/ul 745366 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
Abundance  Scan 821 (8.314 min): BG051956.D\data.ms (-813) (-) m/z 43.15 100.00%
43.1 71.2
5000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
| H 1132 8.00 8.20 8.40 8.60
\‘\H\“\‘HH‘\‘H\M‘\HH“\\‘\“\‘\‘“\\1\4.‘1\.\2\\‘HH‘HH‘\ m/Z 57.15 89.67(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 \\‘\\\\‘H\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
29.0 ‘ 85.0 m/z 71.15 84.92%
113.0
\‘\M‘\\“‘\\\M“\\‘M\‘W\\\“\\}‘\‘\“\\]-\4.‘]-\.\0\\‘\\\]\-8‘?.\0\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
5000 m/z 41.15 56.02Y%
990 127.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74025: Decane, 2,3,5,8-tetramethy|- T T T T T T T[T T
57.0 8.00 8.20 8.40 8.60
m/z 85.15 29.06%
5000
290 85.0
113.0 155.0
198.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
8.438 5.88 ng/ul 607070 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
Abundance  Scan 842 (8.438 min): BG051956.D\data.ms (-837) (-) m/z 57.15 100.00%
57.1
F 820 8.40 8.60 8.80
5.2 . . . .

T L“ ‘h I “h‘ ‘\m‘ T ‘H\\‘ W‘lez‘?\.z\ T T 2‘0\9:\[ LI I m/Z 43.15 60-64(y

m/z--> 50 100 150 200 250

Abundance #90204: Dodecane, 2,7,10-trimethyl-

57.0
5000 \\\\‘\\\\‘\\\\‘\H\‘\\\
8.20 8.40 8.60 8.80
‘ m/z 71.15 60.43%
27.0 113.0
T “‘\ - T H\ ‘1‘ \”‘ T “ \“ —— T ?‘8\3\0‘ LB B B
m/z--> 50 100 150 200 250
Abundance
57.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
5000 m/z 41.15 58.45Y%
27.0 97.0 127.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethy|- T T T T T T T
57.0 8.20 8.40 8.60 8.80
m/z 56.15 37.62%
99.0
L‘ | .| 1410 1830 2300  296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
8.490 9.32 ng/ul 961958 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance  Scan 851 (8.490 min): BG051956.D\data.ms (-846) (-) m/z 57.15 100.00%
57.1
5000
52 M
\\\‘\\\\‘\\\\‘\\\\‘\\\\
127.2 8.20 8.40 8.60 8.80
\H‘\\\\““\\‘H“\‘\“\‘\“1‘\\‘\“H‘\\‘\“H\‘\]-\5\\5‘.\3\\\‘\\H‘\H\‘H\\‘\\ m/Z 71-15 59-71(y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
5000 710 T T T[T T [T roTT
8.20 8.40 8.60 8.80
m/z 43.15 58.27%
TTT ‘\‘\‘\ T \H“ T \“{ T ‘ 1 \\9\9“‘.9\\]-‘2\7\.\0“\]-\5\\5‘.\0\ %?\4.\.9 ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
85.0
29.0
113.0 141.0 169.0 240.0
\H‘\\\\‘\\H‘\H\‘H\\‘H\\‘\H\‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74019: Tridecane, 6-methy|- T T T T [T T T
57.0 8.20 8.40 8.60 8.80
m/z 85.15 37.02%
5000
29.0 ‘ 126.0
\H‘\‘\‘\\“‘\\\H“\\‘M\‘W\\\““H\\‘\“H\‘]\-§4\..‘0\\\]-\8‘\3\.\0\‘\H\‘H\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 23 Benzene, l-methyl-3-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.802 21.88 ng/ul 2258140 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 70
2 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 50
3 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 50
4 2-1Indanol 134 C9H100 004254-29-9 49
5 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 46
Abundance  Scan 904 (8.802 min): BG051956.D\data.ms (-896) (-) m/z 105.15 100.00%
105.2

57.1
J\M
134.2

39‘ T 77"2 o ‘ s 8.40 8.60 8.80 9.00 9.20
T T “\ \“\“ \““\“\m\ \““‘\‘ Tl \‘ t T ‘\‘ ol !“ T T \.‘ T m/Z 57.15 73.53(y
m/z--> 20 40 60 80 100 120 140 160

Abundance #17051: Benzene, 1-methyl-3-propyl-

105.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20

770 134.0 m/z 56.15 36.89%

50 0 ss0 L ‘ B
m/z--> 20 40 60 80 100 120 140 160
Abundance
105.0

8.40 8.60 8.80 9.00 9.20

134.0
270 510 170
L e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #17048: Benzene, l—methyl—3—pr0pyl— BERRNEERER R R RN R
105.0 8.40 8.60 8.80 9.00 9.20

m/z 134.15 20.18%

5000
134.0
77.0
150 890 570 "7 | N /\M

. L Ly =M 1 L L
L L L Lt L A B L BB B BERANEERRR R RN RN R
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
9.019 10.11 ng/ul 1043820 1,4-Dichlorcbenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 90
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50
Abundance  Scan 941 (9.019 min): BG051956.D\data.ms (-935) (-) m/z 57.15 100.00%
57.1
5000 85.2 MJ
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ LN 126.2 1532 8.60 8.80 9.00 9.20 9.40
\\‘\\\\“‘\‘\\‘ ‘\\H}\‘\\\\‘J‘-\?\]-\‘\“\\\‘\\\\‘\\\\‘\\\ m/Z 71-15 70-14(y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 ‘\\\\‘\H\‘\\\\‘\\\\‘\\
290 85.0 8.60 8.80 9.00 9.20 9.40
m/z 43.15 69.15%
127.0
Al 1560
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.15 58.06%
290 85.0
127.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methy|- BERRERRERR R R RN
57.0 8.60 8.80 9.00 9.20 9.40
m/z 85.15 41.19%
5000
85.0
29.0
155.0
- ‘\ N A S 113? e 1840
T TTTT L T T \\\\ L T TT T TT T TT T T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.483 12.49 ng/ul 1289470 1,4-Dichlorobenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 80
2 1-lodo-2-methylInonane 268 C10H211 1000101-47-9 78
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 72

Abundance Scan 1020 (9.483 min): BG051956.D\data.ms (-1012) (-) m/z 43.15 100.00%

43.1
71.2
5000
‘ 19.20 9.40 9.60 9.80
99.2 133.2 . : . :
‘\H\“\\\!‘\\H}\“l\\?‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH m/Z 57.15 98.27(y
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
9.20 9.40 9.60 9.80
m/z 71.15 56.15%
126.0
‘\‘\‘H“‘}H"\\‘H‘\\9\\9‘?}‘\‘\“\\\‘\]-\5\\6‘9\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance
43.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
9.20 9.40 9.60 9.80
5000 71.0 m/z 41.15 54 .63Y%
99.0 1270 1690 2110
‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #170572: Sulfurous aCid, heXyI OCtyI ester T T T T T T T T
57.0 85.0 9.20 9.40 9.60 9.80
m/z 85.15 29.61%
5000
29.0 ‘ 113.0
‘\‘\‘H“‘\\\!“H‘H“!‘\H‘\\1‘\‘\\\\‘\\%??\0\‘HH‘HH‘HH‘HH‘HH \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200220240 260 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 30 Benzene, l-methyl-4-(2-meth... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.618 16.34 ng/ul 1686070 1,4-Dichlorcbenzene-d4 8.250

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 50
2 2,8-Decadiyne 134 C10H14 004116-93-2 45
3 2-Methylindan-2-ol 148 C10H120 033223-84-6 41
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 38
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 38
Abundance Scan 1043 (9.618 min): BG051956.D\data.ms (-1032) (-) m/z 105.15 100.00%
105.2
5000 4Ll 69.2 148.2 J\ M
M T ‘ T T T T
s 131.2 9.50 10.00
: m/z 119.15 50.98%
m/z--> 20 40 60 80 100 120 140
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000 | gA 5ojw 10,00
148.0 ; :
L \‘\ ‘ \‘}‘\ \“M\ \‘M.‘\ ‘H‘\ T \““ T \“} T ‘H T \‘\‘ ‘ ]\-\3]\"\0‘ T \‘\ T 1
m/z--> 20 40 60 80 100 120 140
Abundance
91.0 119.0
T ‘ T T ‘ T
53.0 9.50 10.00
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 A\va\kaﬂW/\/u\uﬂw
Abundance #26188: 2-Methylindan-2-ol e e
43.0 105.0 9.50 10.00
m/z 55.15 45_36%
5000 148.0
77.0
L ‘ T \“ T \‘\ T “\‘\ T \‘H‘ T \‘\ T ‘H T \‘\ ‘]-\219\.‘0\ ‘ T \‘\ T ‘ 1 T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.748 54.44 ng/ul 1089750  Naphthalene-d8 11.087

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 58
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 58
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 58
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 52
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50

Abundance Scan 1065 (9.748 min): BG051956.D\data.ms (-1053) (-)  m/z 43.15 100.00%

31
712
5000 105.1
1332

9.50 10.00
T : “ 5 ‘\‘“\‘ ‘\“”“ \“M‘h‘ it ‘\‘\ “ \145\‘3‘\3‘]\-7\(\)\3‘ m/z 57.15 90.80%

m/z--> 20 40 60 80 100 120 140 160
Abundance #45495: Undecane, 5-methyl-
43.0

5000 71.0 — —
9.50 10.00

m/z 71.15 62.37%

112.0
26\-% H‘ I, H | 140.0  170.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0

9.50 10.00
z 41.1 .55%
5000 o0 n/ 5  56.55
26.0 67.0 126.0 169.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester — —
43.0 9.50 10.00
m/z 105.10 47.36%
71.0
5000
97.0
‘2\6‘*‘)\ T L T T ‘1H1 T - \h‘ T \]‘-2\‘6\'(\)\ T :\l?]\-\o‘ K\J\ T \M T
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.841 23.47 ng/ul 469774  Naphthalene-d8 11.087

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
2 Tritetracontane 605 C43H88 007098-21-7 59
3 Tridecane 184 C13H28 000629-50-5 53
4 Tridecane 184 C13H28 000629-50-5 50
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50

Abundance Scan 1081 (9.841 min): BG051956.D\data.ms (-1074) (-)  m/z 57.15 100.00%
57.1

5000

-

‘ T
‘ 3.2 9.50 10.00
‘ TTT ‘J \J\lh\ \m‘ﬂ“‘\ﬁ\h\ “ TTTT ‘ T \\2‘6\?\.]\-‘ T \?\5‘5\.\]\-\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T m/Z 43- 15 66-58(y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 [ T
9.50 10.00
m/z 71.15 58.58%
169.0
‘\H‘\‘H‘\‘\“‘\l\‘\\‘\‘H\“\\\\‘2\\8%.‘0\\\\‘\\H‘HH‘\H\‘\H\‘\H\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
‘ T T ‘ T
9.50 10.00

127.0197.0 267.0 337.0 463.0 533.0 604.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #59029: Tridecane T 1 7
57.0 9.50 10.00
m/z 85.15 23.83%
5000
J}“}‘2‘7.0 ‘ T T ‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 33 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.900 32.56 ng/ul 651789 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60
3 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 60
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60

Abundance Scan 1091 (9.900 min): BG051956.D\data.ms (-1086) (-)  m/z 119.10 100.00%
110.1

43.1
71.2

5000

=

il

‘ h 411 9.50 10.00
T i‘\‘ \“\“ \“ ‘\‘“‘\ \‘H‘”‘\ T ! \M‘“ b V‘J““ el T e ‘]\-7\(\)\3‘ m/z 43.15 73.16%

m/z--> 20 40 60 80 100 120 140 160
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0

5000 — —
9.50 10.00

m/z 57.15 66.93%

390 91.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0

‘ T T ‘ T
9.50 10.00

5000 m/z 71.15 62.53%

65.0 91.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance

#17082: Benzene, 1-ethyl-3,5-dimethyl- o T
119.0 9.50 10.00

m/z 41.15 50.21%

5000
91.0
39.0 65.0 ‘ | 1l60

miz--> 20 40 60 80 100 120 140 160 9.50 10.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
BG051956.D

12 Jan 2022 21:37

CG/Ju

N1100-03

21  Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASENNIST20.L

TIC Integration Parameters: LSCINT.P

Instrument :
BNA_G

ClientSampleld :
BGLN3

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 34 o-Cymene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.959 24.62 ng/ul 492803 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 o-Cymene 134 C10H14 000527-84-4 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 81
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 81

Abundance Scan 1101 (9.959 min): BG051956.D\data.ms (-1096) (-)  m/z 119.15 100.00%
0.2

11
5000
91.1

39.1
52 “\‘ o Ll 15021681

\\\‘\\\\‘ ‘\‘ m/Z 134-15 40-34(y

m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
Al

5000 T

10.00
410 65.0 ‘ ‘
L ‘ T ‘\ T “‘ T ‘\ \H‘ ‘\‘ T \‘H‘ T \‘ T ‘ W T ‘\‘ l 1T ‘\ ‘ T T ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0
T ‘ T
10.00
5000 m/z 91.10 25 .59%
390 g5 910
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- e
119.0 10.00

5000
41.0 91.0
150 , 40 680 | . IS

T \. ‘ T ‘\ T ‘ T \‘ T ‘ ‘\ T ‘ T ‘ ‘i‘ T ‘ T ‘ L ‘ T T
m/z--> 20 40 60 80 100 120 140 160 10.00
SFAM-EPA-BG010622.M Sat Jan 29 00:24:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.417  26.32 ng/ul 526903 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 50
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 43
3 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 38
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 38
Abundance Scan 1179 (10.417 min): BG051956.D\data.ms (-1173) () = m/z 43.15 100.00%
43.1 71.2
5000 105.1
T ‘ T
L) e
Ot T “ | \‘1“\“‘ ‘\‘”\‘\M\““M‘\‘\‘ \“ b ‘\“‘ \h\ T \“ 1T ‘:}.‘67.‘1‘ m/Z 71.15 88.91(y
m/z--> 20 40 60 80 100 120 140 160
Abundance #45496: Undecane, 4-methyl-
43.0
71.0
5000 T
10.50
m/z 57.15 61.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance
71.0
T ‘ T
10.50
5000 43.0 m/z 41.15 55 .68%
113.0
\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33107: Octane, 6-ethyl-2-methyl- e
43.0 10.50
71.0 m/z 105.10 50.02%
5000
%4@ Hw ] 280 TZZD _156.0 A
rrryrrrryprrrryrrrryrrrrprrrrp rr T r e T rororT T \‘\
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 36 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.488 53.62 ng/ul 1073320 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 38
2 Octane, 2-methyl- 128 C9H20 003221-61-2 38
3 Hexadecane 226 C16H34 000544-76-3 38
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 30
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 30
Abundance Scan 1191 (10.488 min): BG051956.D\data.ms (-1184) (-) m/z 43.15 100.00%
43.1
71.2
5000 119.2
T ‘ T
L ) ass 20
\‘\\\\i}\“\“\“mw1\““\“\\\H“‘\\\‘H\“‘\‘\‘\“\‘\\\\i\\\\‘\\\\‘\H\‘\\\\ m/Z 57.15 95-56(y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 T
10.50
o 91.0 m/z 71.15 71.28%
\‘\‘\\\“.\\‘1‘\6‘4‘1.‘.9\““\\\\‘W\\M\\\M\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
T ‘ T
10.50
5000 m/z 41.15 55.74%
71.0
113.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane e
57.0 10.50
m/z 119.15 51.06%
5000
85.0
29.0
‘ | H“ L “‘11?-‘0 141.0 169.0 197.0 2260 MM
Trrrrryprrr1r[yrrrrr[yrerrprrr T rrrr [ rrrr [ rrrr[rrrr[rrrr[rrorrs T ‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 37 Sulfurous acid, 2-ethylhexy... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.599 15.08 ng/ul 301861 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
3 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Decane, 1-iodo- 268 C10H211 002050-77-3 59
Abundance Scan 1210 (10.599 min): BG051956.D\data.ms (-1205) (-) m/z 57.15 100.00%
57.1
5000 85.2 /\fo\ﬂj\ﬂﬂﬂhx/&wjvj&
idsd ilbo
140.2 : :
\‘\\\\‘i‘}\\H“‘\‘\u\“\“\\\“]\-]\-\2\.‘2\\\\‘H\\\\]-‘6\5\.\9\‘\\\\‘\\\\‘\\\\ m/Z 43.15 59.71[y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexy! ester J\A/\/U\Ajl\hj\xfjk
57.0
85.0
5000 —— ‘
10.50 11.00
m/z 41.15 48.53%
29.0 113.0
\‘\‘\‘\\“‘\\\h“i\h}\‘h‘\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T ‘ T T ‘
10.50 11.00
5000 m/z 71.15 46.21%
85.0
29.0
113.0 155.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106991: Borane, diethyl(decyloxy)- e -
57.0 10.50 11.00
m/z 85.15 45.74%
85.0
5000
141.0
\Z%Ow M RARRARRRRAREY i 1080 19?0 2260.0
TTTTTT L TTTTTTTTT TTTT TTTT TTTT TTTT LI TTTT TTTT T ‘ T T ‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.091 26.53 ng/ul 531049 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 59
3 Oxalic acid, iscbutyl pentyl ester 216 C11H2004 1000309-37-0 59
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 58
5 Threitol, 2-0O-octyl- 234 C12H2604 163776-14-5 53

Abundance Scan 1464 (12.091 min): BG051956.D\data.ms (-1458) () m/z 57.15 100.00%

57.1
5000

85.2 T ‘
1132 12.00
TTT ‘ TTTT “ ‘\‘ T \“ “ T \H\‘ T ‘ ‘1‘ T \H‘ TT \H T ‘ TTTT ‘ \]-\5\‘4\..‘2\ T \178‘\3.\2\ T ‘ TTTT m/Z 71- 15 78- 97(y

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0

5000 e ‘
12.00

m/z 43.15 66.52%

29.0 113.0
85.0 '
\\\‘\‘\‘\\“‘\\\“‘\\H}\‘i‘\\\‘\\\‘\‘\\\]-\4‘2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71.0
T ‘ T ‘
430 12.00
155.0
99.0 126.0 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93821: Oxalic acid, isobutyl pentyl ester —— i
57.0 12.00
m/z 56.15 23.28%
5000
29.0
L e70 1150 610
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.479  15.43 ng/ul 308900 Naphthalene-d8 11.087
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Tetradecane 198 C14H30 000629-59-4 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
5 Heptadecane 240 C17H36 000629-78-7 50
Abundance Scan 1530 (12.479 min): BG051956.D\data.ms (-1523) () |« m/z 57.15 100.00%
57.1
5000
85.2
145.1 N
12.50
115.1
‘ T 1T \U} T \‘\‘“ T \‘H\ T “1 T T \ \ ‘ T \ \ T ‘ \‘\ T } T \]-\8‘2\.\3\ T ‘ T m/Z 43.15 84.94(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 T
12.50
29.0 85.0 m/z 71.15 52.67%
\‘ L “ 1130 1410 184.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57.0
T ‘ T
12.50
5000 m/z 41.15 52 .39Y%
85.0
29.0
113.0 1410 1690 198.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl- T
57.0 12.50
m/z 55.15 36.52%
- MW
29.0 H 98.0
‘\‘U\\“\\\\‘\\H\\‘”\\\“\\U\‘\\\]-\4.‘]-\\0\\‘\\\]\-‘8\4.\.0\\‘\ T ‘ T
m/z--> 20 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.419 22.75 ng/ul 496619  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 59
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59
Abundance Scan 1690 (13.419 min): BG051956.D\data.ms (-1685) () |« m/z 57.15 100.00%
57.1
5000
85.2
T ‘ T
113.1 159.2 13.50
\‘\\\\U\‘\\"\\H}\‘\\\\‘\\\\‘\}3\5‘2\\\\‘\\\]\-8‘\3\2\\‘\\\ m/Z 71-15 85.46(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 ‘ ‘
13.50
29.0 85.0 m/z 43.15 65.02%
‘\ ‘ L M80 a0 1830
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T ‘ T
13.50
5000 m/z 41.15 46.98%
29.0 85.0
113.0 155.0 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22104: Octane, 2,6-dimethyl- e
57.0 13.50
m/z 85.15 34.27%
113.0
27.0
\‘\‘\‘\\“‘\\\"\\“}\8‘?\()\\‘\\1‘\‘\\\]-\4‘.2\\0\\‘\\\\‘\\\\‘\\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 41 Naphthalene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.053 29.15 ng/ul 636221  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1798 (14.053 min): BG051956.D\data.ms (-1793) ()  M/z 156.15 100.00%

156.2
5000 /\\
N

128.1 T T

1712 109 2| |
\\\‘\\H“\\“\\“H‘\‘\HU“ \H\‘\\“\.\ 't \“‘ \“\‘H““\‘\M‘ T \177\‘9\2\\\2‘(\)\8\\2‘ m/z 141.15 69 .73%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
T T ‘

5000

115.0 m/z 155.15 36.92%
TTT ‘2\7‘\.\0\ “ \5\]‘1.\0“”‘ \7\?1“.? \‘ TT ‘ TT \‘{ ‘ \“!‘ TT “‘\ T ‘U‘ “ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
14.00
5000 m/z 128.10 17 .32%

115.0
77.0
270 51.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#33156: Naphthalene, 1,7-dimethyl- T ‘
156.0 14.00

m/z 115.10 16.43%

5000
115.0
510 /7.0
280 >/, | L

TTT ‘ T } T “ T \‘\ T ‘ T \‘\ ‘ T \‘\ T ‘ TTTT ‘ TTTT ‘ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 42 Naphthalene, 2,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.212  29.25 ng/ul 638412  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1825 (14.212 min): BG051956.D\data.ms (-1820) () ~ m/z 156.15 100.00%

156.2 A/\
5000
| NIBLELYY

14.00 14.50

18232073 /> 141.15  85.55%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000

14.00 14.50
m/z 155.15  30.32%

77.0 128.0

\\\\‘\‘\ \4\.‘1‘1.\(\)‘\‘\“}}\‘1“‘\\\1\()‘2\.9‘\‘\‘!‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

156.0
14.00 14.50
5000 m/z 115.10 21.25%
570 510 760 115.0

\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl- e e

156.0 14.00 14.50
m/z 128.10 20.47%

5000

so 0 mso )
TR {1

miz--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.359  32.48 ng/ul 708872  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 80
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 64

Abundance Scan 1850 (14.359 min): BG051956.D\data.ms (-1846) () m/z 57.15 100.00%

57.1
5000
14‘06 ‘14‘50‘
141.2 : :
11.3
‘\\\\‘\‘\\J‘J\‘\\L‘\\a‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/Z 71-15 90-94[y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59026: Tridecane
57.0
5000 - e
14.00 14.50
m/z 43.15 87 .61Y%
184.0
‘\\\ “\\\‘\“\I\I\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T \
14.00 14.50

127.0197.0267.0337.0  463.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #74025: Decane, 2,3,5,8-tetramethyl- P
57.0 14.00 14.50
m/z 85.15  40.43%
5000
“ ‘ 155.0
‘H‘\\‘\HJ\“‘\IWH‘JHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH ‘ T T ‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.716  19.80 ng/ul 432220  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2081 (15.716 min): BG051956.D\data.ms (-2078) (- m/z 57.15 100.00%
57.1
5000
852 M
T ‘ T T ‘ T
H 113 1672 204.2232.3 1550 1690
G\H‘HH“‘\‘\H“HM\‘\‘H\“‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH m/Z 43-15 79.41[y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 T ——
85.0 15.50 16.00
29.0 m/z 71.15 63.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
T ‘ T T ‘ T
15.50 16.00
5000 m/z 41.15 38.06Y%
85.0
29.0
113.0141.0169.0197.0226.0
\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane P e
57.0 15.50 16.00
m/z 85.15 36.09%
5000 85.0
29.0
\H‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH T ‘ T T ‘ T
miz--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 45 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.822  18.79 ng/ul 410190 Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 41
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 38
3 Benzene, 1,1"-(1-methyl-1,3-prop... 210 C16H18 001520-44-1 38
4 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 38
5 Benzene, 1,1"-(1,2-dimethyl-1,2-... 210 C16H18 002726-21-8 22
Abundance Scan 2099 (15.822 min): BG051956.D\data.ms (-2095) () |« m/z 105.15 100.00%
105.2
5000
55.1
‘ T T ‘ T
169.2 218.3 15.50 16.00
\M‘“\\‘\ h‘\‘\ \“i]\-?ﬁﬁ\\\‘\\‘\\‘\1-94\.‘]\-\\\“\\\\‘\ m/Z 55-15 28.37(y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96885: Benzene, (1-methylnonyl)-
105.0
5000 — —
15.50 16.00
m/z 97.15 27.94%
218.0
\‘\\\4\.]‘-\(\)\\‘\\7\7\‘(\)\\\‘\‘\\\‘]-\3\]\-\?\\]\-\6‘]-\9\]‘-\82\0‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
‘ T T ‘ T
15.50 16.00
5000 m/z 41.15 22 .26%

: : 131.0 161.0 189.0 218.0 VAAPMA]Aﬂﬂw“/“AKKA
T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ 1
miz--> 20 40 60 80 100 120 140 160 180 200 220

410 790
Abundance  #87689: Benzene, 1,1-(1-methyl-1,3-propanediyl)bis-
105.0 1550 1600
m/z 91.15  18.10%

5000
210.0
51.
27.0 \O | /132.0 165.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.127 60.12 ng/ul 1312140  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 74
4 Decane, 3-methyl- 156 C11H24 013151-34-3 64
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 2151 (16.127 min): BG051956.D\data.ms (-2144) () m/z 57.15 100.00%

57.1
5000

16.00 16.50
169.2
L ‘ h hl T ‘F\ ‘“‘ \“ T ‘\ \ ‘ T \ \ T ‘ 2\2\2\]-\ ‘ L ‘ L ‘ L m/Z 43 - 15 57 - 59[y

m/z--> 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0

5000 — e
16.00 16.50

m/z 71.15 53.09%

112.0
| 0302260
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

16.00 16.50
99.0
141.0 183.0 225.0 267.0 323 0 380.0
L ‘ T T ‘ T T T ‘ UL ‘ T 1T ‘ L ‘ L T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #33088: Decane, 2-methyl- T ]
43.0 16.00 16.50
m/z 85.15 23.38%
5000
5.0
T “\ ‘ “‘\ “ \“‘\ “ \“ \1\4\]- ‘0\ L ‘ T 1T ‘ L ‘ L ‘ L T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.221 16.43 ng/ul 358681  Acenaphthene-d10 14.888
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 60
2 1-(Tetrahydrofuran-2-yDpyrimidi... 182 C8H10N203 1000443-09-7 42
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 35
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 30
5 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 27
Abundance Scan 2167 (16.221 min): BG051956.D\data.ms (-2163) () |« m/z 43.15 100.00%
43.1 71.2
119.2 181.2
5000
1600 1650
149. 218.2 : :
H\‘HH“‘MH 2463 m/Z 71.15 91-92‘V
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
5000 —r e
16.00 16.50
0,
‘ 99.0 . 169.0 m/z 57.15 75.83%
H\‘HH“M\\!“HH\‘W\H““H‘\‘\‘\‘\;\i‘\\H‘\!‘\\‘\]\-\9\7‘.\0\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71.0
T ‘ T T ‘ T
16.00 16.50
5000 m/z 41.15 58.90%
43.0
182.0
. 1130 1540
H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59044: Dodecane, 4-methyl- T 1
43.0 16.00 16.50
71.0 m/z 119.15 53.60%
h MMM\M
99.0 140.0
184.0 T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.609 66.64 ng/ul 2752870  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 90
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 76
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
4 Heptacosane 380 C27H56 000593-49-7 64
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 62
Abundance Scan 2233 (16.609 min): BG051956.D\data.ms (-2224) () |« m/z 57.15 100.00%
57.1
5000
85.2
T ‘ T T ‘ T
| 113. 2141 , 1842 16.50 17.00
G\H‘\H\“‘\‘H HM\‘WH\“\H‘\“\‘\H HH‘H‘\\“j\\\‘\%\zﬁ\z\\‘z\\sg‘?\H m/Z 71-15 83.62[y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 —— —
85.0 16.50 17.00
b 113.0 1690 m/z 43.15 69.91%
\H‘\‘\‘\.\“MH ‘ \h}\“l\\\“H‘H\‘\%%%\9\‘\}‘\\‘\]-\\9\7‘\0\\\‘\\\\‘\\\\2‘6\\7\\0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0
71.0 T ‘ T T ‘ T
16.50 17.00
5000 m/z 41.15 36.61%
99.0 155.0
127.0 198.0
\H‘\H\‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74023: Dodecane, 4,6-dimethyl- e Co
57.0 16.50 17.00
m/z 85.15 30.97%
5000
29.0 85.0
113.0
15501830 T ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 49 Benzene, (1-methyldecyl)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.709 18.42 ng/ul 761076  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 60
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 47
3 Hydratropic acid, undec-2-en-1-y... 302 C20H3002 1000406-96-0 43
4 1-Hexene, 6-phenyl-4-(1-phenylet... 280 C20H240 1010190-48-6 43
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 43

Abundance Scan 2250 (16.709 min): BG051956.D\data.ms (-2245) ()  m/z 105.15 100.00%

105.2
5000
T ‘ T T ‘ T

41‘.1 | 13% 2 g3, 2823 16.50 17.00
0— ‘\“ ! “\7‘\34‘9 \‘““H‘\ - \”\. T T Tt \“ T ‘26\4\4\ T m/Z 135.15 25.70%
m/z--> 50 100 150 200 250 300
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
5000 U T
16.50 17.00

m/z 91.15  17.50%

232.0
T T T ‘ 6\5.\0“\ \‘ ““ T T \1\4.7‘.0\ T ]-\9\0.‘0 T T \‘ T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance
105.0

5000 m/z 106.15  12.52%

410 759 147.0 232.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
T ‘ T T ‘ T

Abundance #202350: Hydratropic acid, undec-2-en-1-yl ester
105.0 16.50 17.00

5000
55.0
T ‘ T T ‘ T

y \‘\ Lol | 1520 197.0 302.0

m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.431 22.12 ng/ul 913948  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Tetradecane, l-iodo- 324 C14H291 019218-94-1 91
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87
Abundance Scan 2373 (17.431 min): BG051956.D\data.ms (-2369) () |« m/z 57.15 100.00%
57.1
\ 99.2 1750
' 41.2 183.2 :
B ‘\‘ “‘\ ‘H‘ e ““‘ \“ T ‘%l\-‘ i T T “ T \2?5\3‘2\67\]\- ™ m/Z 71.15 77.52(y
m/z--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 T
17.50
99.0 m/z 43.15 58.12%
T 2\6‘L\0‘\“ ‘ h “!‘ \“‘\ H“ “‘ T “]\-4”]“‘0“\ %8\3.\0‘ \2\2‘6\.0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T
17.50
5000 m/z 85.15 39.71%
99.0
1410 1830 239.0 296.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane e
57.0 17.50
m/z 41.15 33.94%
- VQWAJJ\fWAﬂ%AxAV\NWAJ
200 “\‘ | 1990 1410 1840
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T ‘ T
m/z--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 51 Benzene, (1-methylundecyl)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.525 19.06 ng/ul 787475  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 96
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 68
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
4 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 59
5 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 58

Abundance Scan 2389 (17.525 min): BG051956.D\data.ms (-2385) () ~ M/z 105.15 100.00%

105.2
5000

41.1 17.50
77.2 246.3
G ‘ TTTT ‘H\ T \‘\ ‘ T \ T \“ T \‘\ }“w‘\ T \ ‘]T\3§ ‘2\\ T ‘]T\7§ ‘2\\ T \2‘\]-\0\\‘2\ TTT ‘ TTTT ‘ %7\9.\ m/Z 91-15 16-27(y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #131093: Benzene, (1-methylundecyl)-
105.0
5000 e ‘

m/z 106.15  13.83%
|

41.0
770 147.0 187.0 218.0°460
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
105.0

5000 m/z 41.15 10.24%

246.0
55.0 147.0175.0204.0 MA/W\N

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #131092: Benzene, (1-methylundecyl)- e |
105.0 17.50

m/z 43.15 8.61%

- MJ\M/\N\M
41 0

770 | 1470 189.0 246.0

miz--> 20 40 60 80 100120140160180 200220240260 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
18.042 7.71 ng/ul 318615 Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 58
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50
Abundance Scan 2477 (18.042 min): BG051956.D\data.ms (-2474) () |« m/z 71.15 100.00%
71.2
5000
T T
a9l 13210521792 ,e 5 2573 18.00
0- ”‘\“ 1‘\”\‘\ T o m/Z 57.15 96-57(y
m/z--> 50 100 150 200 250
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— :
18.00
113.0 m/z 43.15 93.46Y%
‘ ‘ ‘ 183.0
]\-8\.q\ \‘ “‘\ “‘ ‘\“H‘\H“ ‘\“ \”“\lﬂ.e".p\ T \“ T “?2\2.\0\ ‘2\68\(\) ™
m/z--> 50 100 150 200 250
Abundance
57.0
T
18.00
5000 m/z 85.15 50.88%
99.0
141.0 1830 239.0 296.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #74024: Dodecane, 4,6-dimethyl- T
57.0 18.00
m/z 41.15 39.13%
5000
‘ ‘ 113.0 155.0
\2\6\\0‘\‘ ‘h‘\ “ \“ T “ \“ T ”\ T “\. T \1\98‘.0\ T T T ‘ T T T T T ‘ T
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 53 2-Bromo dodecane Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
18.119 13.92 ng/ul 575245  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Eicosane 282 C20H42 000112-95-8 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Decane, l-iodo- 268 C10H21l1 002050-77-3 74
Abundance Scan 2490 (18.119 min): BG051956.D\data.ms (-2487) (- m/z 57.15 100.00%
57.1
5000
T ‘ T T ‘ T
\ H 1552 2102 2743 1690 16:59
T T T ‘\ ‘ M‘\‘“ \““ \H ‘\ ‘\ T ‘ \ 1T \ T T ‘ T ‘ L ‘ T T T m/Z 43.15 90.49[y
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 * * T
18.00 18.50
m/z 71.15 68 .46%
9.0  169.0
l\s\d\\‘\h"h\“\‘\‘\\‘\‘\\\‘\\\2\4.§\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T ‘ T T ‘ T
18.00 18.50
5000 m/z 41.15 45 .88%
990 141018302250 2820
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane e e
57.0 18.00 18.50
m/z 85.15 43.37%
5000
J“ | F ‘}4a0183?2250%670 ‘3230‘ 380.0
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ \‘\ \‘\
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 55 Anthracene, l-methyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
18.565 11.92 ng/ul 492412  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2566 (18.565 min): BG051956.D\data.ms (-2562) () ~ M/z 192.15 100.00%

192.2
5000
[ I

431 18.50
163.2 :
‘HH‘HH\‘\“\‘\MH ‘H\‘H‘\“\‘\H‘WH\“HH‘\‘\‘\‘\\}H‘\WH\‘\\‘\\‘\2\3\\‘6‘.\2‘\\\‘2\7\%.‘3\\\\‘ m/Z 191-15 56-57(y

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67030: Anthracene, 1-methyl-
192.0

5000 e :

m/z 189.15 29.83%

270 630 960 1260 1630 H‘\\
‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘H \‘HH‘HH‘HH‘HH‘H\\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
192.0

18.50
5000 m/z 193.15 18.26%
96.0
28.0 63.0 126.0 163.0
‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67023: Anthracene, 2-methyl- P
192.0 18.50

m/z 43.15 16.54%

- W\»/W

96.0
63.0 | 1630

miz--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 56 p-Dicyclohexylbenzene Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
19.076  13.37 ng/ul 552422  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 97
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 91
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 64
4 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 49
5 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 30
Abundance Scan 2653 (19.076 min): BG051956.D\data.ms (-2649) () = m/z 242.20 100.00%
117.2 242.2
159.2
83.
5000
41.1
T 7
99.2 19.00
: 284.2
‘H‘M‘—r‘—r—r—r‘ﬁ m/z 117.15 89.19%
m/z--> 0 50 100 150 200 250 300
Abundance #126418: p-Dicyclohexylbenzene
117.0 1590 242.0
5000 —— :
55.0 19.00
m/z 159.15  78.09%
150 ‘\ ‘h | H | “‘9?9‘ I
m/z--> 0 50 100 o 200 250 300
Abundance
117.0 242.0
T T
159.0 19.00
m/z 91.15 76.44%
5000 55.0
‘ T T T 7T ‘ T T T T ‘ T T T ‘ L ‘ T T T 7T ‘ L ‘ T
m/z--> 0 50 100 150 200 250 300
Abundance #126420: p-Dicyclohexylbenzene P ‘
242.0 19.00
m/z 83.15 52.18%
117.0 159.0
5000 83,
41.0
‘ L ‘\ \‘ ‘ \‘\ \ \‘ h H “h \‘ ‘ \ \\\}\99\0\ \ T ‘ L ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 57 3,4-Dimethylphenanthrene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
19.423 15.61 ng/ul 644932  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3,4-Dimethylphenanthrene 206 C16H14 1000452-24-5 93
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 86
3 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 86
4 di-p-Tolylacetylene 206 C16H14 002789-88-0 83
5 9,10-Dimethylanthracene 206 C16H14 000781-43-1 83
Abundance Scan 2712 (19.423 min): BG051956.D\data.ms (-2707) () |« m/z 206.15 100.00%
57.1 206.2
5000
T ‘ T
‘ 99.2 1652 h m 2423 19.50
. “"\‘\hw‘m\‘h‘m\\ A 11332\ ‘\‘\J‘ M\ . ‘L 27‘3‘3‘3?5‘1 m/z 57.15 90.13%
m/z--> 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 T
19.50
89.0 m/z 43.15 70.10%
- ‘51‘9‘”\\‘\\\\‘1‘2@ e N |
m/z--> 50 100 150 200 250 300
Abundance
206.0
T ‘ T
19.50
5000 m/z 71.15 60 .06%
101.0
b70 63.0 165.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #82954: Phenanthrene, 3,6-dimethyl- e
206.0 19.50
m/z 191.15 44.08%
h WW
270 630 1077 1650 | hH | |
T T T T T T T T T T T T T T T T T T T T T T T T ‘ T
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 58 cyclohexane, [1,1"-biphenyl... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

19.611 18.84 ng/ul 778298  Phenanthrene-d10 17.643
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 cyclohexane, [1,1"-biphenyl]-4-yl- 236 C18H20 1000401-12-4 94
2 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 46
3 9,10-Anthracenedione, l-ethyl- 236 C16H1202 024624-29-1 43
4 11H-Cyclohepta[a]naphthalen-11-0... 236 C17H160 058111-76-5 38
5 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 25

Abundance Scan 2744 (19.611 min): BG051956.D\data.ms (-2741) () ~ m/z 236.15 100.00%

236.2
180.2
5000

T ‘ T T ‘ T
411 772 115 2 d ‘ 19.50 20.00
[l | I H \h u\ u

T ‘\l “ \‘ ‘\ ““\ ‘\‘ ‘ b \‘ ‘\ H‘\ T L 1 ‘\ ‘\ 2\7\2 \3\30‘5\3\ T m/Z 180- 15 63-73(y

m/z--> 50 100 150 200 250 300
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0

5000 — =
19.50 20.00

m/z 178.15  57.60%

152
h .

\\4.:‘1\‘-(‘)”\7\7“\9\“:‘]-:1\-?.?\ B B B B
m/z--> 50 100 150 200 250 300
Abundance
236.0
I — [ —
19.50 20.00
5000 m/z 165.15  48.97%
193.0

39.0 77.0 1150 1520

-

m/z--> 50 100 150 200 250 300
Abundance #118755: 9,10-Anthracenedione, 1-ethyl- e Co
236.0 19.50 20.00

m/z 167.15  45.06%

5000
193.0
27\0\ I 7?0 11501529 Iy ‘\ ] ‘
I

miz--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 59 unknown-03 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.893 15.58 ng/ul 581950 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 cyclohexane, [1,1"-biphenyl]-4-yl- 236 C18H20 1000401-12-4 95
2 Carbamazepine 236 C15H12N20 000298-46-4 49
3 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 38
4 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 35
5 2-Methyl-2-phenyl-1H-indene-1,3(... 236 C16H1202 1010332-18-2 30
Abundance Scan 2792 (19.893 min): BG051956.D\data.ms (-2789) () = m/z 236.15 100.00%
236.2
193.2
5000
152 T T
s0.1 772 1152 ‘ ‘ 19.50 20.00
G T 1T \ ‘ \ \“\M ‘\‘ “\‘\ “\ ‘\‘ “\“\“\ ‘\“‘ L ‘ \2\8\2.\1‘3\2\0.\4.\ m/Z 193.15 75-15[y
m/z--> 50 100 150 200 250 300
Abundance #118899: cyclohexane, [1,1-biphenyl]-4-yl-
236.0
193.0
5000 — —
19.50 20.00
152 m/z 178.15 59.28%
4%0 770 11?0
1R bool v b h L
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance
193.0
‘ T T ‘ T
19.50 20.00
5000 m/z 180.15 52 .95%
236.0
44.0 960 139.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #118768: 9,10-Anthracenedione, 2,3-dimethyl- P e
236.0 19.50 20.00
m/z 167.15 46.89%
5000 165.0 MNWM]kNﬁMWJ\VMMAWWJW@H
41.0
L \ \‘ ‘ \7\7‘\0\ ‘]-]\-‘5\0\‘\ “ Z&OJ \‘ \‘\ ‘ L ‘ T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
20.527 9.80 ng/ul 365996 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Pentadecane 212 C15H32 000629-62-9 60
Abundance Scan 2900 (20.527 min): BG051956.D\data.ms (-2897) () |« m/z 57.15 100.00%
57.1
5000
20.50 |
141 2 217.2 261.3 :
Ot \“‘ ‘H“ ‘M‘ ‘\“ ‘\ T ? “ \‘1\7\9\2“ ‘\Hh‘\‘ ot T oy \3‘1\2\3\ \3‘5\9\8 m/Z 43.15 77.05(y
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— :
20.50
m/z 71.15 65.14%
150 ‘ I u‘ ® 14101830 2400
\\\\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
U
20.50
9.0 1410 183.0 240.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #193303: Dodecane, 1-iodo- P ‘
57.0 20.50
m/z 83.15 38.86%
5000
\\\H“‘WHH‘\“\“ \‘\‘\\“\‘\ \]-\97‘(\)\\\‘\\\29\6‘.9\\\‘\\ T ‘ T
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 61 Phosphoric acid, isodecyl d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.285 29.01 ng/ul 1083590 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 78
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 72
3 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 50
4 N,N-Dimethyl-4-(6-methyl-1H-benz... 251 C16H17N3 069570-95-2 47
5 2-(4-Cyanophenyl)-5-dimethylamin... 251 C14H13N5 150405-58-6 38
Abundance Scan 3029 (21.285 min): BG051956.D\data.ms (-3025) () |« m/z 251.05 100.00%
251.1
5000
94 2 T ‘ T T ‘ T
411 ‘ 170.1 21.00 21.50
O ‘\h “H\”‘\ \‘ “\ r—— “ T “\“\ | (R o e \3\0‘2\17 T \3‘6\2\17 ™ m/Z 250.05 26.12(y
m/z--> 50 100 150 200 250 300 350
Abundance  #295461: Phosphoric acid, isodecyl dipheny! ester
251.0
5000 — e
21.00 21. 50
94.0 m/z 94.15 -60%
43.0 170.0
\\\\H‘H\H\‘\‘\“\\\\‘\‘\\\‘\\\\\\\\‘\\\\‘\\3\9\0.‘0
m/z--> 50 100 150 200 250 300 350
Abundance
251.0
21 OO 21 50
5000 m/z 249.05 20.15%
43.0 240 170.0
' 333.0 390.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #137080: trans-4-(Dimethylamino)chalcone — P
251.0 21.00 21.50
m/z 252.05 13.73%
5000
174.0
121.0
180 770 T 1

miz--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Instrument :
BNA_G

ClientSampleld :
BGLN3

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M

Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 62 1,2-Benzenedicarboxylic aci... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
21.449 12.07 ng/ul 450828 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404
3 1,2-Benzenedicarboxylic acid, di... 362 C22H3404
4 Di-n-octyl phthalate 390 C24H3804
5 Phthalic acid, isobutyl pentadec... 432 C27H4404

000084-69-5 87
003648-21-3 80
003648-21-3 80
000117-84-0 78
1000309-07-3 78

Abundance Scan 3057 (21.449 min): BG051956.D\data.ms (-3054) (-) | m/z 149.05 100.00%
149.1
5000
57.1 C
104.1 265.1 21.50
O \H‘A\‘W‘\ \‘““‘\ T \2\(‘)7\\1\ ™ \‘\ T ‘3\2\3\4\.‘ T \4\39\1 m/Z 57.15 16-30(y
m/z--> 50 100 150 200 250 300 350 400
Abundance #170897: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester
149.0
5000 LR
21.50
57.0 223.0 m/z 43.15 12.14%
104.0
\\\“‘1\‘\‘\\“‘\\\\ \\\\“\\\\‘\2\7\9.\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
T ‘ T
21.50
570 1040 265.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester T
149.0 21.50
m/z 56.15 9.45%
5000
>0 1040 265.0 .
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\

Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 63 Phthalic acid, 4-chloro-2-m... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
22.131 12.92 ng/ul 482453  Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Phthalic acid, 4-chloro-2-methyl... 472 C28H37CI104 1000356-38-1 64
2 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 59
3 Phthalic acid, 4,4-dimethylpent-... 460 C29H4804 1000371-13-1 59
4 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 59
5 Phthalic acid, hexadecyl 2-propy... 502 C32H5404 1000377-93-2 59

Abundance Scan 3173 (22.131 min): BG051956.D\data.ms (-3169) ()  m/z 149.05 100.00%

149.1
57.1
5000

‘ ’ 1 | 22812791 3523 22.00 2250
GH\‘\“\J.“‘\“\MM“\J\‘\\‘ \‘H\‘\H.\“\H‘H‘HH‘\.H\‘HH‘HH m/Z 57.15 54-30(y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332336: Phthalic acid, 4-chloro-2-methylphenyl tridecy! estef
149.0
5000 T =T
22.00 22.50

m/z 43.15 35.36%

57.0
I 2730 3310
\\\\“\‘\“\\‘“\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149.0

22.00 22.50
5000, 430 m/z 71.15 28.77%
321.0
97.0 260.0 .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329170: Phthalic acid, 4,4-dimethylpent-2-yl tetradecyl este == P
149.0 22.00 22.50
m/z 41.15 24.68%
5000
270 363.0
Ll 265.0 2 ass0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘ T T ‘\
miz--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 64 unknown-04 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
22.607 11.97 ng/ul 446961 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dibenzyl phthalate 346 C22H1804 000523-31-9 38
2 Phthalic acid, benzyl 2-ethylhex... 368 C23H2804 1000309-02-2 38
3 Benzene, (isothiocyanatomethyl)- 149 C8H7NS 000622-78-6 30
4 Benzene, (isothiocyanatomethyl)- 149 C8H7NS 000622-78-6 30
5 Benzene, 3-butenyl- 132 C10H12 000768-56-9 30

Abundance Scan 3254 (22.607 min): BG051956.D\data.ms (-3251) () m/z 91.15 100.00%
91.2

5000

=

149.1 — —

43
”W‘H 262.1 22.50 23.00
Al d

LB N }”“‘H\“ \‘“ \‘\ l T \2‘1\1\2\ “\ T \L\ T \3‘0\9\4\ \3‘5\8\3\ T m/z 149.05 22 .42Y%

m/z--> 50 100 150 200 250 300 350
Abundance #255788: Dibenzyl phthalate
91.0
149.0

5000 — -
22.50 23.00

m/z 57.15 21.00%

o

510 || 19302380 346.0
L ‘ T T ‘\\\\ ‘ T T ‘ T 1T ‘ UL ‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance
91.0 1490
T ‘ T T ‘ T
22.50 23.00
5000 m/z 43.15 16.64%
41.0 262.0
194.0 368.0
UL ‘ T ‘ T 1T ‘ T T ‘ T 1T ‘ T T ‘ T 1T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #27291: Benzene, (isothiocyanatomethyl)- P Co
91.0 22.50 23.00

m/z 65.15 15.03%

5000
149.0
39.0 ‘ ‘

miz--> 50 100 150 200 250 300 350 22.50 23.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc
ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
BG051956.D

: 12 Jan 2022 21:37

: CG/JU

- N1100-03

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 65 Phthalic acid, 5-methylhex-...

Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
22.648 18.40 ng/ul 687436  Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 Phthalic acid, 5-methylhex-2-yl ...
2 1,2-Benzenedicarboxylic acid, bi...

362 C22H3404
278 C16H2204

3 Phthalic acid, 2-methylbutyl non... 362 C22H3404

4 Phthalic acid, isohexyl tridecyl...

432 C27H4404

5 Phthalic acid, 2,4-dimethylpent-... 390 C24H3804

1000371-08-7 86
000084-69-5 72
1000322-81-7 72
1000309-02-8 72
1000356-84-8 72

Abundance Scan 3261 (22.648 min): BG051956.D\data.ms (-3258) (-) = M/z 149.05 100.00%
149.1
5000
57.1 — e
22.50 23.00
104.1 293.1
05— ‘\” ""\ ‘\‘“m‘“‘“\ =T ‘ \‘\1\9\0.‘3\ \2\4\3‘.2\‘\ T \“‘\ \3\3\9‘3\ \38\§3 m/Z 57.15 19.77(y
m/z--> 50 100 150 200 250 300 350
Abundance  #271901: Phthalic acid, 5-methylhex-2-yl heptyl ester
149.0
5000 — —
22.50 23.00
m/z 43.15 18.86%
57.0 265.0
\\\\H‘H‘\W\g\g“.‘?\\\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
T ‘ T T ‘ T
22.50 23.00
57.0 223.0
104.0 279.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #271833: Phthalic acid, 2-methylbutyl nonyl ester 7 T
149.0 22.50 23.00
m/z 150.05 9.10%
5000
99 0 | 237.0 293.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\ T T
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
22.812 9.24 ng/ul 345163  Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 58
3 Tricosane 324 C23H48 000638-67-5 49
4 Heptacosane 380 C27H56 000593-49-7 49
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 49
Abundance Scan 3289 (22.812 min): BG051956.D\data.ms (-3286) () = m/z 57.15 100.00%
57.1
5000 149.1
22.50 23.00
195. 2 239 2279 1
G T ‘\“‘ T M‘F hh\m\“\ \ }‘ \H\ ‘\ \“‘ T \ \ ‘ =T \ T ‘ \3\3\]-\4.‘ \3\8\2\2 m/Z 43-15 64-30(y
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane
57.0
5000 — ——
22.50 23.00
m/z 71.15 62 .79%
[ ] °0 141018302260
\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
‘ T T ‘ T
22.50 23.00
5000 m/z 149.05 42 .25%
85.0
12701690 225.0 565
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane T T
57.0 22.50 23.00
m/z 85.15 34.03%
5000
1 M (1410 1970 2530 1O
\‘\\“\“‘\H\‘\\\‘“\‘\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\ T \‘\
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37 Instrument :
Operator : CG/JU BNA_G

Sample - N1100-03 ClientSampleld :
Misc - BGLN3

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 67 Phthalic acid, 1-(3-bromoph... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.035 20.86 ng/ul 779199  Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzyl butyl phthalate 312 C19H2004 000085-68-7 59

2 Phthalic acid, 1-(3-bromophenyl)... 432 C22H25Br04 1000377-87-9 53
3 Phthalic acid, 2-bromo-5-fluorcb... 436 C21H22BrF04 1000382-50-9 53

4 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 52
5 Oxazolidine, 3-phenyl- 149 C9H11NO 020503-92-8 52
Abundance Scan 3327 (23.035 min): BG051956.D\data.ms (-3322) (- 91.15 100.00%
91.2
149.1
5000
43
H ‘ 262.1 23.00
0 \H‘\‘ i"“\‘““hwm‘““h‘\“‘ \‘“ \‘\ T \\2(‘)\9\1\ ‘\ T T \3‘1\1\3\\3‘??\1\ ‘\4\2\8\6 149 05 78 64(y
m/z--> 50 100 150 200 250 300 350 400
Abundance #214612: Benzyl butyl phthalate
149.0
5000
2300
91.0 m/z 57.15 40.45%
29.0 206.0
\‘\‘\ ‘\“l\‘\“\ \““L\ \“‘\M\ \\\\‘I\ \‘\\‘?7?'\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
T l
23.00
5000 m/z 71.15 26.50%
104.0 234.0
430 285.0332.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320284: Phthalic acid, 2-bromo-5-fluorobenzyl hexyl ester e
149.0 23.00
m/z 43.15 25.48%
5000
430 1040 H 233.0 357.0
\\\\“‘\\‘\\‘M\\‘H\‘\\\\\‘\\\L\‘\\\\‘\\\\“‘\\\\‘\\\\ \‘\
miz--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37

Operator : CG/JU

Sample - N1100-03

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Instrument :

BNA_G

ClientSampleld :
BGLN3

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 68 m-Tolyl isothiocyanate

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
23.076  18.94 ng/ul 707610 Chrysene-d12 21.960
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 59

2 Benzene, (isothiocyanatomethyl)- 149 C8H7NS

3 Phthalic acid, 2-methylallyl non... 346 C21H3004
4 Phthalic acid, entyl undec-2-en-... 346 C21H3004
5 Phthalic acid, hexyl 2-methylall... 304 C18H2404

000622-78-6 53
1000315-82-9 53
1000315-41-3 53
1000315-82-6 53

Abundance Scan 3334 (23.077 min): BG051956.D\data.ms (-3331) (- m/z 149.05 100.00%
91.2 1491
5000
43.1
262.1 L ‘
Lilihlod 2192 | 3403 4153 ST
T \‘\‘M\ h\ \“‘““ ‘H\‘\H \‘“ phop ey [T T [T ‘ L - m/Z 91.15 87.96(y
miz--> 50 100 150 200 250 300 350 400
Abundance #27276: m-Tolyl isothiocyanate
149.0
5000 91.0 —— ‘
23.00
m/z 43.15 37.14%
39.0
\\‘\i‘\l‘\“\“‘“\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance
91.0
T l
23.00
149.0
39.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #255675: Phthalic acid, 2-methylallyl nonyl ester T I
149.0 23.00
m/z 262.15 16.51%
5000
55.0 202.0
o ‘10\4? | 276.0 346.0
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\
miz--> 50 100 150 200 250 300 350 400 23.00
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

= Z:\svoasrv\HPCHEM1\BNA G\Data\BG011222\
= BG051956.D

: 12 Jan 2022 21:37

: CG/JU

- N1100-03

21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622 .M
Quant Title : SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 69 1,2-Benzenedicarboxylic aci...

Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
24.069 20.25 ng/ul 969557  Perylene-d12 25.456
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404
3 Phthalic acid, dodecyl octyl ester 446 C28H4604
4 Phthalic acid, iscbutyl octadecy... 474 C30H5004
5 Phthalic acid, 1-cyclopentylethy... 402 C25H3804

003648-21-3 87
003648-21-3 87
1010308-91-7 80
1000309-06-1 78
1000309-73-9 78

m/z 149.05 100.00%
U \
24.00

m/z 43.15  19.06%
U \
24.00

m/z 41.15  14.96%
U \
24.00

m/z 57.15  14.90%
U \
24.00

m/z 55.15  10.71%

Abundance Scan 3503 (24.069 min): BG051956.D\data.ms (-3497) (-
149.1
5000
43.1
0 [ 11,2042 | 103 24722931 3454 3046
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance  #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
5000
57.0
T T ‘h‘\ \‘\]\-0“4.\.0\\ T L ‘ 1T \2‘6\‘5\.\0\ ‘ 1T \3‘6\2\.0\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance
149.0
5000
41.0
104.0 2030 2650 .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #324479: Phthalic acid, dodecyl octyl ester
149.0
5000
43.0
N \\\‘\10\4'0 ‘ 279.0 335.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350

24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG011222\
Data File : BG051956.D

Acq On 12 Jan 2022 21:37
Operator : CG/JU

Sample - N1100-03

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI1\BNA G\Methods\SFAM-EPA-BG010622_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]
o-Xylene 5.847 34.9 ng/ul 3600560 1 8.250 2064330 20.0
(DEL) Alkane: S.. 6.775 3.9 ng/ul 399484 1 8.250 2064330 20.0
(DEL) Alkane: S.. 7.122 4.1 ng/ul 419832 1 8.250 2064330 20.0
(DEL) Alkane: S.. 7.222 13.4 ng/ul 1386620 1 8.250 2064330 20.0
(DEL) Alkane: S... 7.274 5.6 ng/ul 578108 1 8.250 2064330 20.0
Benzene, 1-ethy... 7.321 11.2 ng/ul 1159140 1 8.250 2064330 20.0
Mesitylene 7.456 12.4 ng/ul 1278230 1 8.250 2064330 20.0
Carbonic acid, ... 7.862 12.7 ng/ul 1315370 1 8.250 2064330 20.0
Benzene, 1,2,3-... 7.891 24.7 ng/ul 2548640 1 8.250 2064330 20.0
(DEL) Alkane: S... 8.314 7.2 ng/ul 745366 1 8.250 2064330 20.0
(DEL) Alkane: S... 8.438 5.9 ng/ul 607070 1 8.250 2064330 20.0
(DEL) Alkane: S... 8.490 9.3 ng/ul 961958 1 8.250 2064330 20.0
Benzene, 1-meth... 8.802 21.9 ng/ul 2258140 1 8.250 2064330 20.0
(DEL) Alkane: S... 9.019 10.1 ng/ul 1043820 1 8.250 2064330 20.0
(DEL) Alkane: S... 9.483 12.5 ng/ul 1289470 1 8.250 2064330 20.0
Benzene, 1-meth... 9.618 16.3 ng/ul 1686070 1 8.250 2064330 20.0
(DEL) Alkane: S... 9.748 54_4 ng/ul 1089750 2 11.087 400338 20.0
(DEL) Alkane: S... 9.841 23.5 ng/ul 469774 2 11.087 400338 20.0
Benzene, 1,2,3,... 9.900 32.6 ng/ul 651789 2 11.087 400338 20.0
o-Cymene 9.959 24.6 ng/ul 492803 2 11.087 400338 20.0
(DEL) Alkane: S... 10.417 26.3 ng/ul 526903 2 11.087 400338 20.0
unknown-01 10.488 53.6 ng/ul 1073320 2 11.087 400338 20.0
Sulfurous acid,... 10.599 15.1 ng/ul 301861 2 11.087 400338 20.0
(DEL) Alkane: S... 12.091 26.5 ng/ul 531049 2 11.087 400338 20.0
(DEL) Alkane: S... 12.479 15.4 ng/ul 308900 2 11.087 400338 20.0
(DEL) Alkane: S... 13.419 22.8 ng/ul 496619 3 14.888 436501 20.0
Naphthalene, 2,... 14.053 29.1 ng/ul 636221 3 14.888 436501 20.0
Naphthalene, 2,... 14.212 29.3 ng/ul 638412 3 14.888 436501 20.0
(DEL) Alkane: S... 14.359 32.5 ng/ul 708872 3 14.888 436501 20.0
(DEL) Alkane: S... 15.716 19.8 ng/ul 432220 3 14.888 436501 20.0
unknown-02 15.822 18.8 ng/ul 410190 3 14.888 436501 20.0
(DEL) Alkane: S... 16.127 60.1 ng/ul 1312140 3 14.888 436501 20.0
(DEL) Alkane: S... 16.221 16.4 ng/ul 358681 3 14.888 436501 20.0
(DEL) Alkane: S... 16.609 66.6 ng/ul 2752870 4 17.643 826242 20.0
Benzene, (1-met... 16.709 18.4 ng/ul 761076 4 17.643 826242 20.0
(DEL) Alkane: S... 17.431 22.1 ng/ul 913948 4 17.643 826242 20.0
Benzene, (1-met... 17.525 19.1 ng/ul 787475 4 17.643 826242 20.0
(DEL) Alkane: S... 18.042 7.7 ng/ul 318615 4 17.643 826242 20.0
2-Bromo dodecane 18.119 13.9 ng/ul 575245 4 17.643 826242 20.0
Anthracene, 1-m... 18.565 11.9 ng/ul 492412 4 17.643 826242 20.0
p-Dicyclohexylb... 19.076 13.4 ng/ul 552422 4 17.643 826242 20.0
3,4-Dimethylphe... 19.423 15.6 ng/ul 644932 4 17.643 826242 20.0
cyclohexane, [1... 19.611 18.8 ng/ul 778298 4 17.643 826242 20.0
unknown-03 19.893 15.6 ng/ul 581950 5 21.960 747096 20.0
(DEL) Alkane: S... 20.527 9.8 ng/ul 365996 5 21.960 747096 20.0
Phosphoric acid... 21.285 29.0 ng/ul 1083590 5 21.960 747096 20.0
1,2-Benzenedica... 21.449 12.1 ng/ul 450828 5 21.960 747096 20.0
Phthalic acid, ... 22.131 12.9 ng/ul 482453 5 21.960 747096 20.0
unknown-04 22.607 12.0 ng/ul 446961 5 21.960 747096 20.0
Phthalic acid, ... 22.648 18.4 ng/ul 687436 5 21.960 747096 20.0
(DEL) Alkane: S... 22.812 9.2 ng/ul 345163 5 21.960 747096 20.0
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Phthalic acid, ... 23.035 20.9 ng/ul 779199 5 21.960 747096 20.0
m-Tolyl isothio... 23.076 18.9 ng/ul 707610 5 21.960 747096 20.0
1,2-Benzenedica... 24.069 20.3 ng/ul 969557 6 25.456 957741 20.0
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