LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP050124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20364.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.646 91 95 105 rBvV2 16884 43032 2.94% 0.216%
2 5.587 420 425 429 rBv2 17191 27088 1.85% 0.136%
3 5.646 429 435 443 rVB3 29135 52592 3.59% 0.264%
4 5.887 469 476 484 rBV4 37401 98470 6.72%  0.494%
5 6.005 489 496 503 rVB2 30604 60026 4.09% 0.301%
6 6.093 503 511 513 rBV2 30644 47776  3.26% 0.240%
7 6.164 519 523 528 rBV 67016 90262 6.16% ©.453%
8 6.211 528 531 533 rBV2 19668 26404 1.80% 0.133%
9 6.269 533 541 550 rVB3 76619 208131 14.20% 1.045%
106 6.358 551 556 561 rVB3 23180 36886 2.52% 0.185%
11 6.422 561 567 572 rBV4 28452 46798 3.19% 0.235%
12 6.481 572 577 578 rBv2 36600 55882 3.81% 0.281%
13 6.552 585 589 592 rBV3 29410 46213 3.15% 0.232%
14 6.593 592 596 601 rVB 75581 110529 7.54% ©.555%
15 6.646 601 605 609 rvVB 63723 84896 5.79% 0.426%
16 6.693 609 613 616 rBVv3 34552 50470  3.44% 0.253%
17 6.752 616 623 629 rVB3 114756 234882 16.02% 1.179%
18 6.834 632 637 642 rBVv2 59553 97159 6.63% 0.488%
19 6.917 647 651 656 rVB4 40975 74128 5.06% 0.372%
20 6.975 656 661 669 rBv4d 67348 192093 13.10% 0.964%
21 7.040 670 672 675 rVv3 38584 54520 3.72% 0.274%
22 7.075 675 678 683 rvv3 69616 124411 8.49% 0.625%
23 7.152 686 691 697 rVvv3 71775 152629 10.41% 0.766%
24 7.211 697 701 706 rVW 308966 447155 30.50%  2.245%
25 7.258 706 709 713 rVv2 43855 67741 4.62% 0.340%
26 7.305 713 717 722 rVB3 46615 76190 5.20% 0.382%
27 7.411 727 735 740 rVB5 47718 125231 8.54% 0.629%
28 7.499 740 750 754 rBvV4 92342 242334 16.53% 1.216%
29 7.558 755 760 764 rVvV 291365 402590 27.46% 2.021%
30 7.611 764 769 780 rVB2 254647 603525 41.17%  3.030%
31 7.711 780 786 790 rBV2 89878 182548 12.45% 0.916%
32 7.764 791 795 799 rVB2 102831 150575 10.27% 0.756%
33 7.828 799 806 809 rBV2 66134 122568 8.36% 0.615%
34 7.864 809 812 819 rvB2 102061 161786 11.04% 0.812%
35 7.922 819 822 829 rVB4 46429 90729 6.19% 0.455%

36 8.016 832 838 844 rVB5 44413 101234 6.91% ©.508%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP050124.MA.M
Title : SVOA CALIBRATION
37 8.099 844 852 856 rBV3 159982 352734 24.06% 1.771%
38 8.164 860 863 868 rVvB 137563 187832 12.81% 0.943%
39 8.234 868 875 880 rBvV2 213033 383096 26.13% 1.923%
40 8.340 888 893 898 rBv2 162944 279294 19.05% 1.402%
41 8.405 898 904 909 rVB2 96264 216098 14.74%  1.085%
42 8.540 920 927 932 rBV2 62517 138550 9.45% 0.695%
43  8.587 932 935 940 rVB 68068 96706 6.60% 0©.485%
44 8.646 940 945 946 rBV2 60246 80439 5.49% 0.404%
45 8.799 962 971 980 rVB 671580 1275242 86.99% 6.401%
46 8.881 980 985 987 rBV3 62984 106347 7.25% 0.534%
47  8.928 987 993 999 rVB8 110030 250863 17.11%  1.259%
48 9.022 1001 1009 1017 rBV6 77367 214723 14.65% 1.078%
49 9.210 1036 1041 1047 rBV3 76155 134437 9.17% 0.675%
50 9.281 1047 1053 1058 rVB5 49938 105577 7.20% ©.530%
51 9.446 1074 1081 1085 rBv4 40822 103795 7.08% 0.521%
52 9.493 1085 1089 1094 r\VV4 67714 167560 11.43% 0.841%
53 9.540 1094 1097 1101 rVV4 61805 110425 7.53% 0.554%
54 9.581 1101 1104 1108 rVvVv3 45303 87560 5.97%  0.440%
55 9.640 1109 1114 1119 rVV4 48278 103215 7.04% 0.518%
56 9.710 1121 1126 1133 rVv3 47887 103309 7.05% 0.519%
57 9.787 1134 1139 1145 rVWW3 77756 170723 11.65% ©.857%
58 9.846 1145 1149 1152 rVV2 22237 40002 2.73% 0.201%
59 9.893 1152 1157 1161 rWV 38491 57949 3.95% 0.291%
60 9.952 1161 1167 1173 rVB5 32661 83326 5.68% 0.418%
61 10.081 1182 1189 1195 rBV7 34231 85252 5.82% 0.428%
62 10.234 1211 1215 1219 rBV6 10299 22478 1.53% 0.113%
63 10.340 1227 1233 1236 rBV 129093 227877 15.55% 1.144%
64 10.381 1236 1240 1253 rVB 327057 653753 44.60%  3.282%
65 10.522 1260 1264 1269 rVB 26766 45224  3.09% ©0.227%
66 10.587 1269 1275 1284 rBV3 25136 61711 4.21% 0.310%
67 10.746 1297 1302 1310 rVB7 10939 23561 1.61% 0.118%
68 11.663 1452 1458 1464 rBV5 10849 25173 1.72% 0.126%
69 11.804 1476 1482 1487 rBV3 13033 24788 1.69% 0.124%
70 12.246 1551 1557 1562 rBV5 16370 33968 2.32% 0.171%
71 12.769 1635 1646 1660 rVB5 8388 32962 2.25% 0.165%
72 13.163 1707 1713 1719 rBV8 8229 21931 1.50% 0.110%
73 13.322 1733 1740 1746 rBV6 9348 20965 1.43% 0.105%
74 13.704 1799 1805 1817 rBV2 79126 183493 12.52% 0.921%
75 13.969 1845 1850 1857 rBV 110524 183154 12.49% 0.919%

76 14.275 1896 1902 1910 rBV 553342 918478 62.66% 4.611%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP050124.MA.M
Title : SVOA CALIBRATION
77 14.346 1910 1914 1918 rVB2 28281 39930 2.72% 0.200%
78 14.493 1934 1939 1940 rBV3 16332 22945 1.57% 0.115%
79 14.516 1940 1943 1947 rVB2 20495 28747 1.96% 0.144%
80 14.681 1966 1971 1975 rBV5 13648 22159 1.51% 0.111%
81 14.875 1999 2004 2009 rVV8 12088 19828 1.35% 0.100%
82 14.945 2011 2016 2027 rVB6 24649 57691 3.94% 0.290%
83 15.140 2044 2049 2053 rVV3 14167 19935 1.36% 0.100%
84 15.310 2070 2078 2088 rBV 137996 259304 17.69%  1.302%
85 15.493 2104 2109 2114 rBV6 19182 41938 2.86% ©0.211%
86 15.922 2178 2182 2189 rVB2 15050 25116 1.71% 0.126%
87 16.769 2319 2326 2341 rBV 711773 1204098 82.14% 6.044%
88 17.122 2380 2386 2399 rBV 770778 1212212 82.69% 6.085%
89 17.228 2399 2404 2415 rVB 168681 285597 19.48% 1.434%
90 18.075 2543 2548 2558 rVB3 31805 54529  3.72% 0.274%
91 19.422 2774 2777 2784 rBV6 14829 23864 1.63% 0.120%
92 19.628 2806 2812 2823 rBV 191580 409216 27.92% 2.054%
93 20.228 2910 2914 2920 rBV 93613 122741 8.37% 0.616%
94 20.745 2998 3002 3010 rVB 157847 195834 13.36% 0.983%
95 21.292 3090 3095 3103 rBV 147041 212855 14.52% 1.068%
96 21.610 3143 3149 3162 rBV 787726 1392129 94.97% 6.988%
97 21.869 3189 3193 3200 rVB 90001 140468 9.58% 0.705%
98 22.516 3299 3303 3312 rVB 64824 104263 7.11% 0.523%
99 24.739 3675 3681 3695 rvB2 123173 356067 24.29% 1.787%
100 24.968 3712 3720 3733 rVB2 524084 1465888 100.00% 7.358%

Sum of corrected areas: 19921407
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020364.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Cyclic5.887 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.887 3.26 ng/ul 98470 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 CSH18 1000113-87-1 45
2 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 38
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 30
4 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 18
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 18

Abundance Scan 476 (5.887 min): BP020364.D\data.ms (-469) (-) m/z 43.05 100.00%

43.0
w m
125.1 SRAAACAVIRASLLL M.
H ‘ 280.9 5.60 5.80 6.00 6.20
0o ‘,-M‘ bl 1918, 2000 3548 4336 5015 ' m/z s5.10  92.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
5000 L L L L L LN B
5.60 5.80 6.00 6.20
m/z 57.05 90.59%
“ 26.0
O‘\\H\ ’\J\H'\‘\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3316: 1H-Pyrazol-4-amine, 3-methyl-
97.0
e ARamaESE RS R
5.60 5.80 6.00 6.20
5000 m/z 41.10 78.70%
39.0
o‘m‘u,"mWH‘_m_m‘mWm_m‘w‘w_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13265: trans-1,2-Diethyl cyclopentane AL AaEamsamEass S
55.0 5.60 5.80 6.00 6.20
m/z 97.10 65.77%
5000
“ 26.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:09 2024 Page: 5



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\

BP020364.D

: 13 May 2024 22:13
: MA/JU
. P2369-13MEDL 5X

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.164 2.99 ng/ul 90262 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 87
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 87
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
Abundance Scan 523 (6.164 min): BP020364.D\data.ms (-519) (-) m/z 57.10 100.00%
57.1
5000 : i
‘ 1251 192 5.80 6.00 6.20 6.40
ob bl [ 175119292508 3429 4374 5131 /7 71.05 62.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000
5.80 6.00 6.20 6.40
m/z 43.05 52.74%
O‘\\‘%‘\“\J\\l\]-‘l\\.\o\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22108: Octane, 3,6-dimethyl-
57.0
R A RmmaE R
5.80 6.00 6.20 6.40
5000 m/z 41.05 50.60%
. | “ || {420
‘\\\\‘\\\‘\‘\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22080: Nonane, 3-methyl- R REEEaEsREEEE SRR
57.0 5.80 6.00 6.20 6.40
m/z 56.05 31.51%
5000
(o] ‘u 4 1142'0
e R AmRaREEEE E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.269 6.90 ng/ul 208131 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 64
2 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 50
4 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 50
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 45

Abundance Scan 541 (6.269 min): BP020364.D\data.ms (-533) (-) m/z 57.10 100.00%

57.1
T AREamas s
‘ LZG 0 6.00 6.20 6.40 6.60
ol AL f280 2072 2813 365.14290 5296 ./, 41,10  46.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 UL L B I B AL L
6.00 6.20 6.40 6.60
m/z 43.10  38.22%
O‘\\H\‘\‘\‘l’\‘l\%\‘]\-é\z‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60437: Carbonic acid, heptyl vinyl ester
57.0
R R RREE A R
6.00 6.20 6.40 6.60
5000 m/z 98.20 33.43%
ol i1 oo

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

Abundance #22093: Octane, 2,3-dimethyl-

57.0 6.00 6.20 6.40 6.60

m/z 56.05 18.82%

) /J\/\/\J\/\—/\/\/\N\/\/\/\

ol Ll 120
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
BP020364.D

: 13 May 2024 22:13
: MA/JU
. P2369-13MEDL 5X

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.593 3.66 ng/ul 110529 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
4 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
Abundance Scan 596 (6.593 min): BP020364.D\data.ms (-592) (-) m/z 57.05 100.00%
57.0
- M\J\uu

6.20 6.40 6.60 6.80 7.00

l .\i |, 142.1 209.1270.5 336.0  434.3  539.0

O et e e e T e T e e e m/z 43.10 57.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
5000 I L L B R
6.20 6.40 6.60 6.80 7.00
l m/z 71.10 42.51%
} 142.0
O‘\\d\l\[‘\!\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

2

Abundance #22076: Nonane, 4-methyl-
57.0
R e e AR
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 41.10 33.20%
M ’142.0
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22082: Nonane, 4-methyl- Raaad e AR RRREE
57.0 6.20 6.40 6.60 6.80 7.00
m/z 70.05 28.11%
5000
H‘ 142.0
e o A8 mn OIS RS A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\

Data File : BP©20364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Carbonic acid, prop-1-en-2-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

6.646  2.81 ng/ul 84896 1,4-Dichlorobenzene-dd  7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 59

2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
3 Pentadecane 212 C15H32 000629-62-9 59
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 52
Abundance Scan 605 (6.646 min): BP020364.D\data.ms (-601) (-) m/z 57.05 100.00%
57.0
- M\J\M
e ARRRaLasds
‘ ‘ ‘ ’ ‘ 271 6.40 6.60 6.80 7.00
ob Ll BRTY 2210 3123 41694767542 ., 43.19  73.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 L B I L I LN B
6.40 6.60 6.80 7.00
m/z 41.05 50.22%
O\\J‘f‘\“ “|ﬂ25.0182-0“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74011: Tridecane, 6-methyl-
57.0
R A RRRRRRRRES
6.40 6.60 6.80 7.00
5000 m/z 71.10 40.12%
‘ ‘ 126.0
183.0
o‘m“uJM"J\mwmw"""‘,"H_m‘w_ww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90191: Pentadecane A R R mEa T
57.0 6.40 6.60 6.80 7.00
m/z 85.10 25.08%
5000
1] fero 212.0
o777 G T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:15 2024 Page: 9



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP051324\

BP020364.D

: 13 May 2024 22:13
: MA/JU
. P2369-13MEDL 5X

: 17  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.752 7.78 ng/ul 234882 1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 58
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 52
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 47
4 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 43
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 43

Abundance Scan 623 (6.752 min): BP020364.D\data.ms (-616) (-) m/z 57.10 100.00%
57.1

@.

5000
‘ f52 6.40 6.60 6.80 7.00
ol bbbl Ly 208.9 278934103993 47835424 1/, 7110  64.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22077: Nonane, 3-methyl-
57.0
5000 U I R LR B B
6.40 6.60 6.80 7.00
\ m/z 41.05 61.15%
142.0
O‘\\J\\\‘WY‘!A\‘\“\H‘HH‘HH‘HH‘\\H‘HH‘HH‘H\\‘H\\‘\

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

é.

Abundance #22081: Nonane, 3-methyl-
57.0
 RREEARERaEEEE A
6.40 6.60 6.80 7.00
5000 ITI/Z 43.05 49,72%
—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107226: Decane, 5,6-dipropyl- R R R
57.0 6.40 6.60 6.80 7.00
m/z 69.10 47.83%
h WMMN\M
ULl a0
o e e e e e e B R m e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:16 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Cyclic6.917 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.917 2.46 ng/ul 74128 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 64
3 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 59
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 59
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 53
Abundance Scan 651 (6.917 min): BP020364.D\data.ms (-647) (-) m/z 55.10 100.00%
55.1

=

5000
R n R s E et
H ‘ 140.2 991.2283.3 6.60 6.80 7.00 7.20
bbb | 227.2283.3341.2401.2 47885373 /7 97.10  99.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20787: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
5000
6.60 6.80 7.00 7.20
m/z 69.10 56.81%
\ {l 140.0
ol il
‘\\\\‘\\\\]1\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-

3

55.0
D
6.60 6.80 7.00 7.20
5000 ITI/Z 41.00 51.03%
‘H | 100
0‘H\u"“\\\H‘,\u\‘u\\‘uu‘\u\‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20709: m-Menthane, (1S,3R)-(+)- R EEmseEEE
97.0 6.60 6.80 7.00 7.20
m/z 57.10 44.77%
5000
il
I EAILINANNSS A W)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:18 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclohexane, 1-bromo-2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.075 4.12 ng/ul 124411 1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 59
2 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 59
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 59
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 59
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 59
Abundance Scan 678 (7.075 min): BP020364.D\data.ms (-675) (-) m/z 97.15 100.00%
97.2

3

5000
A e e
3%. ‘ “ |5 6.80 7.00 7.20 7.40
O khlid 18592219 3003 4048 47285382 ./, 5519  74.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51235: Cyclohexane, 1-bromo-2-methyl-
97.0
5000 L L B BN LR
6.80 7.00 7.20 7.40
39 m/z 41.10 28.44%
O‘\\u“ﬂ\jl\‘\h\“\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #115564: Sulfurous acid, cyclohexylmethyl isobutyl ester
97.0

=

6.80 7.00 7.20 7.40
5000 m/z 69.10 25.53%

29. \
1 A ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- R RRRERERE
55.0 6.80 7.00 7.20 7.40

m/z 83.10  25.10%

3

5000

140.0

1y \\ |

Y AR .
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

=

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:20 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1l-ethyl-3-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.258 2.24 ng/ul 67741 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 81
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 76

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 76
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 70

Abundance Scan 709 (7.258 min): BP020364.D\data.ms (-706) (-) m/z 105.10 100.00%

105.1

-

5000
39.1 ‘ l‘ 7.00 7.20 7.40 7.60
Ol oriplbhlud.y 2091 2809 38014416 5106 ./, 120,16  41.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 LB L L I L B B L I IR
7.00 7.20 7.40 7.60
m/z 111.10 24.90%
589,/
O‘\\l\l\"l\‘l\l\‘\‘\W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
R R Rma B
7.00 7.20 7.40 7.60
5000 ITI/Z 69.10 20.47%
39.0
0"‘I‘J“,{'\‘“w“‘JMH‘mw‘H‘m"mwm‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl- R R RAAN S
105.0 7.00 7.20 7.40 7.60
m/z 77.05 11.27%
5000
39.0 i1
o R R R Raa R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:22 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Sulfurous acid, cyclohexylm... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.305 2.52 ng/ul 76190  1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 72
2 Cyclohexane, 1-methyl-3-propyl- 140 C1oH20 004291-80-9 72
3 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 72
4 Succinic acid, cyclohexylmethyl ... 315 C18H21NO4 1000389-81-4 72
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 72

Abundance Scan 717 (7.305 min): BP020364.D\data.ms (-713) (-) m/z 97.15 100.00%

97.2

5000

-

\ 7.00 7.20 7.40 7.60
I

3%.
207.0 281.1342.4402. . g
kL2070 281134244003 4996 .. 5510 63.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est

o

E

97.0
5000 UL L I R R L R
7.00 7.20 7.40 7.60
m/z 81.10 30.23%
O‘\z\g“\.l\’\‘JL‘\JI\“\l\;ﬁs\.\q\‘z%?’.\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
55.0
R R RREREEE
7.00 7.20 7.40 7.60
5000 ITI/Z 41.10 23.90%
L ‘ 140.0
o"W\,MHM‘H‘!_“‘_“w“‘w“u“u“u“‘u“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51235: Cyclohexane, 1-bromo-2-methyl- A REmmaE
97.0 7.00 7.20 7.40 7.60
m/z 83.10 15.90%
5000
39.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:24 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1-Decanol, 2-hexyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.411  4.15 ng/ul 125231  1,4-Dichlorobenzene-d4  7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 Cl6H340 002425-77-6 83

019780-79-1 72
1000382-54-7 59
1000382-54-3 53

2 2-Hexyl-1-octanol 214 C14H300
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403

5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 47
Abundance Scan 735 (7.411 min): BP020364.D\data.ms (-727) (-) m/z 57.10 100.00%
57.1
- MMV\
139.2 RN Ry R
‘ \ 7.00 7.20 7.40 7.60 7.80
ob AU 219,7 2843 374.9 4443 5356y 7 43.10  53.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126382: 1-Decanol, 2-hexyl-
57.0
5000 B B LB B I
7.00 7.20 7.40 7.60 7.80
’ m/z 41.05 51.01%
5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92365: 2-Hexyl-1-octanol
57.0
R RAm e e
7.00 7.20 7.40 7.60 7.80
5000 m/z 69.10 41.28%
U LLpzzo 1000
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160987: Carbonic acid, tridecyl vinyl ester s R R
57.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 31.81%
ot o0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:26 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Decan-2-yl isobutyl carbonate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.499 8.03 ng/ul 242334  1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decan-2-yl isobutyl carbonate 258 C15H3003 1000372-79-5 59
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 47
4 Hexyl octyl ether 214 C14H300 017071-54-4 43
5 Nonane 128 C9H20 000111-84-2 38

Abundance Scan 750 (7.499 min): BP020364.D\data.ms (-740) (-) m/z 57.10 100.00%

57.1

?

5000
PO
” “ ‘ 139.1 7.20 7.40 7.60 7.80
oML T 20082684 3420 4289 5426 L., 4310  66.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145879: Decan-2-yl isobutyl carbonate
57.0
5000 UL B L L L L L I B
7.20 7.40 7.60 7.80
140.0 m/z 41.10  50.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
R R ESEEEEEE
7.20 7.40 7.60 7.80
5000 ITI/Z 69.10 26.08%
oJJJHm'O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #188718: Sulfurous acid, butyl undecy! ester AR AR T
57.0 7.20 7.40 7.60 7.80
m/z 55.05 23.40%
155.0
own.zwo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:28 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.558 13.34 ng/ul 402590 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 91
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
5 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 78
Abundance Scan 760 (7.558 min): BP020364.D\data.ms (-755) (-) m/z 71.10 100.00%
71.1
- MMU
e A ARAS AR
‘ l ‘141 5 7.20 7.40 7.60 7.80
bbbl 2L 2081 272.4 3483 4177 486.9544.L ), 43,10  93.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000 L B I LA LI LR B
7.20 7.40 7.60 7.80
m/z 57.10 73.60%
113.0
0\\“\‘“‘W\WJI‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33090: Decane, 4-methyl-
43.0
R e L AR
7.20 7.40 7.60 7.80
5000 m/z 41.10 45.75%
‘ ‘ 112.0
Ol e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22100: Octane, 3,3-dimethyl- T
43.0 7.20 7.40 7.60 7.80
m/z 70.10 37.31%
5000
1 | ‘ 113.0
L SRR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, 1,2,4-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.711 6.05 ng/ul 182548 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 786 (7.711 min): BP020364.D\data.ms (-780) (-) m/z 105.10 100.00%
105.1
T

411 ’ 7.40 7.60 7.80 8.00
i 2211 3290 40704752 5451 .7 150 10 33.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 A
J

s
1

o

5000 LB B R R B R R
7.40 7.60 7.80 8.00
28.0 m/z 91.10 14.69%
0‘\l\‘\J\‘}L\A\J‘\‘\\‘J\U\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R BREamaREE
7.40 7.60 7.80 8.00
5000 m/z 77.05 13.66%
39.0
o‘HMJ«;LJMJ(Hmum_‘H,Hu,mWm_m_mwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10695: Mesitylene R ABEmamEaEEE SR
105.0 7.40 7.60 7.80 8.00
m/z 119.05 12.55%
5000
]
Ot e e L R RaLAY.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
BP020364.D

: 13 May 2024 22:13
: MA/JU
. P2369-13MEDL 5X

17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.764 4.99 ng/ul 150575 1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 46
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 46
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
Abundance Scan 795 (7.764 min): BP020364.D\data.ms (-791) (-) m/z 57.10 100.00%
57.1
R aa ELaaaants
M “ 1272 2071 7.40 7.60 7.80 8.00
ob AL P 250 28203412 423.3483.7540€ /7 41.10  68.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 L L LN B BN B
7.40 7.60 7.80 8.00
m/z 71.10 68.46%
‘ 127.0
O\\‘\\\‘\1\\‘\“\\‘L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
M BARA R EaTE nAE
7.40 7.60 7.80 8.00
5000 m/z 43.10 60.93%
183.0
ox.\I‘PF?-OIZS&O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl- e AREAAR RS RE R
57.0 7.40 7.60 7.80 8.00
m/z 55.10 50.66%
owtﬁﬁ-ow?-o‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.828 4.06 ng/ul 122568 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59
Abundance Scan 806 (7.828 min): BP020364.D\data.ms (-799) (-) m/z 57.10 100.00%
57.1
e
12’7-2 2072 7.60 7.80 8.00 8.20
Oprddbis, 2072 28063452 4548 5325 ., 71.1p  56.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 L LI L I LR B
7.60 7.80 8.00 8.20
m/z 41.10 53.81%
141.0
O‘\\\!“\‘f‘\l\J‘ﬂ\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane
57.0
R A ARNERRE
7.60 7.80 8.00 8.20
5000 m/z 85.15 44 ., 85%
il J J Jlﬁlo 197.0
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane A B e BRARRE
57.0 7.60 7.80 8.00 8.20
m/z 43.10 42.16%
5000
0 “‘ |”1‘27.0 240.0
R R RAARARmmsREaE AR ERE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 (DEL) Alkane: Cyclic7.864 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.864 5.36 ng/ul 161786 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 78
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 64
5 Succinic acid, 2-methylpent-3-yl... 284 C16H2804 1000391-11-2 64
Abundance Scan 812 (7.864 min): BP020364.D\data.ms (-809) (-) m/z 83.10 100.00%
o Aj\v//\h
R
‘ } 1412 7.60 7.80 8.00 8.20
bkl 14122072 2891 367.94274 S013 1/, 55.10  66.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20675: Cyclohexane, butyl-
83.0
5000 L B I B L LR B
7.60 7.80 8.00 8.20
m/z 82.10 56.78%
Ol‘-\s\.P“‘l\“\\J‘WJ\-%P“.Q\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
R
7.60 7.80 8.00 8.20
5000 m/z 41.10 26.16%
H ” \ 140.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13203: Cyclohexane, propyl- e EAREmaEEE S R
83.0 7.60 7.80 8.00 8.20
m/z 67.00 21.17%
B M/\MW
o_“\W\m_m_m‘HH‘w_m‘w‘w‘w‘mw e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
BP020364.D

: 13 May 2024 22:13

: MA/JU

. P2369-13MEDL 5X

: 17  Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

TIC Libra

ry ¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 (DEL) Alkane: Cyclic7.922

Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
7.922 3.01 ng/ul 90729 1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 59
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 59
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 59
4 Succinic acid, 2-ethylhexyl tran... 326 C19H3404 1000390-07-1 53
5 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 53
Abundance Scan 822 (7.922 min): BP020364.D\data.ms (-819) (-) m/z 97.10 100.00%
97.1
- W\Mw
39.1  EAREmammeEEE SRS
H ” 154.2 7.60 7.80 8.00 8.20
ol ) 1T 267.3 3855 44135061 ., 55.1p  90.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0
5000 UL L B R I B B |
7.60 7.80 8.00 8.20
126.0 m/z 56.10  31.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7171: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (trans
97.0
AR AR RRREY
7.60 7.80 8.00 8.20
5000 m/z 70.10 31.57%
39 |
R SRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- R AR
97.0 7.60 7.80 8.00 8.20
m/z 96.10 29.83%
5000
il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.016 3.35 ng/ul 101234  1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 72
2 1-Hexacosene 364 C26H52 018835-33-1 64
3 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 50
4 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 43
5 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 43
Abundance Scan 838 (8.016 min): BP020364.D\data.ms (-832) (-) m/z 55.10 100.00%
55.1
25.2
Rmaas A R
7.60 7.80 8.00 8.20 8.40
ol AL 2081 28113425 4162 8103 y/; 5719 93.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
5000 I L L R R
7.60 7.80 8.00 8.20 8.40
m/z 43.05 88.32%
O{IWT“‘I\IIl:;OS.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
R e R
7.60 7.80 8.00 8.20 8.40
5000 m/z 83.10 75.71%
5.0
o L ‘ |, 1960 2020 3640
‘H“‘H‘_‘ H e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3826: Cyclopropane, 1,1,2,3-tetramethyl- e RS R E e S
55.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 69.71%
h M
o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.099 11.69 ng/ul 352734  1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53
2 Decane, 5-methyl- 156 C11H24 013151-35-4 53
3 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 53
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1OH22 052897-04-8 43
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 43
Abundance Scan 852 (8.099 min): BP020364.D\data.ms (-844) (-) m/z 57.10 100.00%
57.1
R ARARER RS
‘jmi 7.80 8.00 8.20 8.40
ol ddLL, | 2069 283.1343.4402.1 48015366 1/, 4310  70.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14535: Heptane, 4-ethyl-
43.0
5000 L L B I BN R
7.80 8.00 8.20 8.40
m/z 41.10 44.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33084: Decane, 5-methyl-
57.0
AR ARNEEEEE T
7.80 8.00 8.20 8.40
5000 m/z 85.10 37.24%
oLl a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl- R AEEN R o
57.0 7.80 8.00 8.20 8.40
m/z 55.10 25.91%
B M
H J ‘1 4.0
oml‘I‘U‘AF‘wa"""W‘H_Wwwww  ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.164 6.22 ng/ul 187832  1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 83
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
3 Hexane, 3,3,4,4-tetramethyl- 142 C10H22 005171-84-6 72
4 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 64
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 56
Abundance Scan 863 (8.164 min): BP020364.D\data.ms (-860) (-) m/z 71.10 100.00%
71.1
T e
‘ } 7.80 8.00 8.20 8.40
b il 115622218 33003964 4643 5394 ./, 4310 84.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000 L L L N B B I
7.80 8.00 8.20 8.40
m/z 57.10 67.29%
O\\\‘1WJI‘I‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
R Ra AR maaa e
7.80 8.00 8.20 8.40
5000 m/z 41.10 34.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22133: Hexane, 3,3,4,4-tetramethyl- R Ras e ARREEaREE
43.0 7.80 8.00 8.20 8.40
m/z 70.10 33.47%
5000
“ || 130
B B L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.234 12.70 ng/ul 383096 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 49
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 35
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1loH14 000874-41-9 35
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 35
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 35
Abundance Scan 875 (8.234 min): BP020364.D\data.ms (-868) (-) m/z 57.05 100.00%
57.0
119.1
5000
R RAREA R
Hl ‘ 8.00 8.20 8.40 8.60
Ol Aalilllili |, 2071 2813 3835  489.2549. /7 43.05 93.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000 L B I L LA BN R U
8.00 8.20 8.40 8.60
m/z 71.10  64.54%
13.0
O‘\\‘\ J\“f!"J\-‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
T T R T
8.00 8.20 8.40 8.60
5000 m/z 41.05 59.09%
39.0 ‘ \ 1
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- R RRRRE S
119.0 8.00 8.20 8.40 8.60
m/z 119.10 55.90%
5000
39.0 i
O et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 Naphthalene, decahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.405 7.16 ng/ul 216098 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
Abundance Scan 904 (8.405 min): BP020364.D\data.ms (-898) (-) m/z 67.05 100.00%
5000
R A RREEaRE
H “ ‘ 2071 8.00 8.20 8.40 8.60 8.80
Okl 2005 281.1341.1402.2 48325470y 7 138,20 85.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
5000 e TR
8.00 8.20 8.40 8.60 8.80
m/z 68.10 73.78%
O‘\\H\%“\f\‘l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
R
8.00 8.20 8.40 8.60 8.80
5000 m/z 81.10 61.01%
o‘Hn U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19430: Naphthalene, decahydro- R A ARARARRE
67.0| 138.0 8.00 8.20 8.40 8.60 8.80
m/z 96.15 60.67%
- /\/\/\‘J‘M
ol ‘}‘ L A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BP050124.MA.M Tue May 14 14:50:44 2024

Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 24 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.540 4.59 ng/ul 138550 1,4-Dichlorobenzene-d4 7.611
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 927 (8.540 min): BP020364.D\data.ms (-920) (-) m/z 119.05 100.00%

119.1

=

5000
55 0 l | 8.20 8.40 8.60 8.80
ol lfukidid] | 207.0266.9327.3 4036 4739 5481 [/, 134 05  31.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 91.05 21.22%
51.0
O‘\\\l\“’h\“\l\%l[ﬂ\v1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: o-Cymene
119.0
R N
8.20 8.40 8.60 8.80
5000 ITI/Z 105.05 13.98%
41.0 ‘
Ob b by ¥ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.20 8.40 8.60 8.80
m/z 77.10 12.29%
O e pbe bt S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 25 p-Cymene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.587 3.20 ng/ul 96706  1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 o-Cymene 134 CleH14 000527-84-4 97
5 o-Cymene 134 C1oH14 000527-84-4 97
Abundance Scan 935 (8.587 min): BP020364.D\data.ms (-932) (-) m/z 119.10 100.00%

119.1

=

5000
11 \ { 8.20 8.40 8.60 8.80 9.00
o dphbbdl 20912671 355.2 4420 5284 n/z 134.20  24.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene
119.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 91.10 19.50%
40 | ‘
O‘\\‘\J\"\\“\L\l\‘n\“ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: o-Cymene
119.0
RS
8.20 8.40 8.60 8.80 9.00
5000 m/z 120.15 11.95%
41.0 \ |
O b e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.20 8.40 8.60 8.80 9.00
m/z 77.10 9.09%
5000
41.0 { i ‘
Ol i e e e e e AR REaaEEEEE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 (E)-Tetradec-11-en-1-yl 2,2... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.646 2.67 ng/ul 80439 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Tetradec-11-en-1-yl 2,2,3,3,... 408 C18H27F702 1000385-85-1 58
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 58
3 4-Butyl-cyclohexanone 154 C10H180 061203-82-5 43
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 42
5 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 38

Abundance Scan 945 (8.646 min): BP020364.D\data.ms (-940) (-) m/z 55.10 100.00%

55.1
5000
25.2
R AR T
‘ ’ 8.40 8.60 8.80 9.00
ol MU 20002766 3710 4510 s12¢ L, eo 16 75714
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306542: (E)-Tetradec-11-en-1-yl 2,2,3,3,4,4,4-heptafluo
69.0
5000 L B B I LN B
8.40 8.60 8.80 9.00
‘ m/z 41.60 67.12%
169.0
408.0
O‘\\l‘\\\’[ll Jr‘\i‘!lwllr“\"\"u\‘2\2\7.\(‘)\\\\‘3\2\3\.\0‘\\\\‘\\\H‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7660: Cyclopentane, 1,1,3-trimethyl-
55.0
AR RERa T
8.40 8.60 8.80 9.00
5000 m/z 83.10 64.02%
ol "M”-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31016: 4-Butyl-cyclohexanone T T
55.0 8.40 8.60 8.80 9.00
m/z 97.10  49.82%
5000
‘ 154.0
o||H‘ R . et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 27 (DEL) Alkane: Cyclic8.881 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.881 3.52 ng/ul 106347 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 47
2 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 47
3 n-Nonadecanol-1 284 C19H400 001454-84-8 38
4 n-Pentadecanol 228 C15H320 000629-76-5 38
5 1-Hexadecanol 242 C16H340 036653-82-4 38

Abundance Scan 985 (8.881 min): BP020364.D\data.ms (-980) (-) m/z 55.05 100.00%

55.0
o fv\/m
A AR RERRER S
\ " 154.2 8.60 8.80 9.00 9.20
O bl o | 2533 3274 43625055 ./, 97.10  93.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7557: Cycloheptane, methyl-
55.0
5000 L L B L LA LR
8.60 8.80 9.00 9.20
‘ ' m/z 43.05 63.07%
O‘\\I\\‘f‘\lt‘w‘\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0
R AR S
8.60 8.80 9.00 9.20
5000 m/z 41.10 57.43%
o 2Pl w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1 e R REmERREEE
43.0 8.60 8.80 9.00 9.20
m/z 83.05 52.95%
5000
ll 1.0
l { } 0.0238.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 28 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.928 8.31 ng/ul 250863 1,4-Dichlorobenzene-d4 7.611

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 38
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 30
4 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 27
5 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 25
Abundance Scan 993 (8.928 min): BP020364.D\data.ms (-987) (-) m/z 105.05 100.00%
105.1

5000

N

T T T T T
8.60 8.80 9.00 9.20

41.1 {
Ll s zers 11 23 s34 Liro 65 so.aen

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

Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0

o

3

5000
8.60 8.80 9.00 9.20
270 ‘ m/z 91.05 42.51%
O ‘\J\‘l\l\h‘h\“\“\‘l’\“\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26208: 4-Methylphenyl acetone
105.0
R Ran e A EEEaaREE
8.60 8.80 9.00 9.20
5000 43.0 m/z 69.10 41.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26388: Benzene, (1,1-dimethylpropyl)- A Rmmma
119.0 8.60 8.80 9.00 9.20
m/z 148.20 31.81%
5000
41.0
T TV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 29 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.022 6.57 ng/ul 214723  Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 86
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 86
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70

Abundance Scan 1009 (9.022 min): BP020364.D\data.ms (-1001) (-) m/z 119.20 100.00%
119.2
57.1
5000

8.60 8.80 9.00 9.20 9.40
0 4, 20702671 3548 4478 5340 /. 5719  67.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0

5000 e e
8.60 8.80 9.00 9.20 9.40

m/z 131.05 34.69%

Sl'OJ ’
‘\\“\J\‘it\“\l\‘\[“\uf‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-

119.0

8.60 8.80 9.00 9.20 9.40

L

o

5000 ITI/Z 134.15 30.28%
51.0”‘ ‘
YT S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.60 8.80 9.00 9.20 9.40
m/z 91.10 29.27%
5000
G
s = w ST R ST S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M

Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.210 4.11 ng/ul 134437 Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 43
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 38
3 Decane, 4-methyl- 156 C11H24 002847-72-5 38
4 Octane, 4-methyl- 128 C9H20 002216-34-4 38
5 Nonane 128 C9H20 000111-84-2 38
Abundance Scan 1041 (9.210 min): BP020364.D\data.ms (-1036) (-) m/z 57.10 100.00%
57.1
- T ,J\pwﬂ\vaxAAﬂkﬁv
R R
l ‘ 8.80 9.00 9.20 9.40 9.60
Ok bbbl ally 22112811 3705 _ 47845421 ., 7119 99.55%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000
8.80 9.00 9.20 9.40 9.60
m/z 43.10 95.55%
113.0
O\\“\‘“‘W\WJI‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157266: 1-lodo-2-methylnonane
43.0
T T e e
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.15 68.25%
127.0
0 | ‘ | 211.0268.0
ot o L SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33090: Decane, 4-methyl- ARy e A R
43.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 58.69%
5000
‘ 112.0
oulw“‘HA‘Wm‘H‘Wm_m"H“HHWHWHMHW R EE e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 31 Naphthalene, decahydro-2-me... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.281 3.23 ng/ul 105577  Naphthalene-d8 10.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
3 Pulegone 152 C1eH160 000089-82-7 60
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 49
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 46

Abundance Scan 1053 (9.281 min): BP020364.D\data.ms (-1047) (-) m/z 81.10 100.00%

81.1
152.2
5000
e RARREEE L
‘ } ’ 9.00 9.20 9.40 9.60
oL MALlLL ) 2009267.0 3339 4180 8200 Wy 6710 73.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29507: Naphthalene, decahydro-2-methyl-
81.0 1520
5000 L L L B LI B NI IR
9.00 9.20 9.40 9.60
m/z 119.10  71.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl-
81.0
e e
152.0 9.00 9.20 9.40 9.60
5000 m/z 95.10 66.05%
oHH““Mv\‘l‘ww_""‘H""H_m‘w_m,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29064: Pulegone R A RRARE RS B
81.0 9.00 9.20 9.40 9.60
152.0 m/z 152.20 64.94%
5000
R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 32 1,4-Dimethyladamantane (iso... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

0.446  3.18 ng/ul 103795 Naphthalene-ds 16.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 50
2 Phthalic acid, non-5-yn-3-yl 2-p... 358 C22H3004 1000315-74-9 38
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 25
4 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 25
5 Benzaldehyde, 3-pentachloropheno... 412 C15H9C1503 329222-74-4 25

Abundance Scan 1081 (9.446 min): BP020364.D\data.ms (-1074) () | m/z 149.20 100.00%
57.0 1402

-

5000
Hﬂ l “ \ 281.0 9.20 9.40 9.60 9.80
ol bbbl | 2080 2810  377.84386 5299 ., 57 65 94.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 R ma s RRARARAS
41.0 9.20 9.40 9.60 9.80
m/z 41.10 57.66%
Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #268100: Phthalic acid, non-5-yn-3-yl 2-pentyl ester

-

149.0
R EEman R
9.20 9.40 9.60 9.80
5000 ITI/Z 133.15 56.51%
81.0 I 237.0
0 etk p e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26381: Benzene, 1,4-diethyl-2-methyl- R k.
133.0 9.20 9.40 9.60 9.80
m/z 71.05 54.24%
5000
39.0 \ M
0‘HMHWW\HJaW‘H‘_“W‘H‘M“W‘H‘M‘H“H‘M‘H“ BRI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 33 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
9.581 2.68 ng/ul 87560  Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 59
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 59
3 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 59
4 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 53
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 53
Abundance Scan 1104 (9.581 min): BP020364.D\data.ms (-1101) (-)| [ m/z 119.10 100.00%
119.1
T \
51.0 ‘ 209.0268.8 345.9 416.8477.1540. 959
Ob itk ibds ) SYTDE09.8 SR0F FRSHILTTT m/z 91.00  33.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 —— :
9.50
m/z 148.15 28.21%
39.0 \\
0 ‘\‘\\\L\‘\‘\A\L\\“\J \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
—T - I
9.50
5000 m/z 105.10 22.32%
41.0
0 “%ﬂwmn‘w“‘w“H"H“H“““W“H“H“H“““W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #80253: Benzene, 1-(1,5-dimethylhexyl)-4-methyl- e !
119.0 9.50
m/z 120.10 20.43%
5000
204.0
ol A0 |
e e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 34 Ether, hexyl pentyl Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.640 3.16 ng/ul 103215 Naphthalene-d8 10.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
2 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 50
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 35
4 Butyric acid, 2,2-dimethyl-, vin... 142 C8H1402 013170-00-8 35
5 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 35

Abundance Scan 1114 (9.640 min): BP020364.D\data.ms (-1109) (-) m/z 71.15 100.00%

71.2
5000

A
L 2 00 9.50 10.00
obbdihili [ 20002669 358.84153 490.9548. ./, 43.1p  96.35%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47383: Ether, hexyl pentyl
43.0

5000 T
9.50 10.00
m/z 85.10 68.85%

O\\‘\““\'\J\.‘?“]-\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47047: 1,3-Dimethylbutyl isobutyrate
43.0

1
9.50 10.00

5000 m/z 41.05 38.00%
"115@
0‘hMm”MWM”\””\”‘W‘”‘W‘”\””\”‘W‘”‘W‘”\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45495: Undecane, 5-methyl- —— ‘ ‘
43.0 9.50 10.00

m/z 84.10  37.80%

5000
fls
1700

o+ —

—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 35 Sulfurous acid, hexyl 2-pen... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.710 3.16 ng/ul 103309 Naphthalene-d8 10.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 72
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 72
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 59
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59

Abundance Scan 1126 (9.710 min): BP020364.D\data.ms (-1121) (-)| | m/z 71.10 100.00%

71.1
5000

—T
| 140.2 9.50 10.00
ob bl 102 20902680 332.7 399.2458.4520.6 1/, 43,10 99.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester
71.0
5000 — —
9.50 10.00

m/z 57.05 55.95%

Ol”\ir167.0’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0

7
9.50 10.00
5000 m/z 85.20 49.72%

127.0
ol Ll B0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#59108: Nonane, 3-methyl-5-propyl- —
57.0 9.50 10.00

m/z 41.10 43.37%

- WW\MN
1 127.0
L

Lhde |1 184.0
R e e ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 36 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.787 5.22 ng/ul 170723  Naphthalene-d8 10.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 50
2 o-Cymene 134 C10H14 000527-84-4 45
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 45
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 45
5 p-Cymene 134 C1oH14 000099-87-6 45
Abundance Scan 1139 (9.787 min): BP020364.D\data.ms (-1134) (-) m/z 119.10 100.00%
57.0 119.1
5000
= —
\ H 9.50 10.00
ob il 1} 1911 2810 347.1 416247525318 ./, 57 .95  89.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 — —
9.50 10.00
m/z 43.10 79.72%
39.0
O \J\hih\“\h\\{‘“\“ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: o-Cymene
119.0
— —
9.50 10.00
5000 m/z 71.10 63.70%
41.0 \
L S N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- — ——
119.0 9.50 10.00
m/z 41.05 59.54%
- V&JJvkﬂ\A/\JLKMﬁMKfM
390 | l
bbb oo o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 37 4-Methylphenyl acetone Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.952 2.55 ng/ul 83326 Naphthalene-d8 10.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 58
2 2-Methylindan-2-o0l 148 C10H120 033223-84-6 58
3 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 52
4 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 49
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 46

Abundance Scan 1167 (9.952 min): BP020364.D\data.ms (-1161) () | m/z 105.10 100.00%
105.1

N

5000
=
%] o
Ol bty 257 2811 3889 4929 m/z 1@6.05  25.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26208: 4-Methylphenyl acetone
T m
s000] 4390 SO
10.00
m/z 69.00 20.28%
O‘\“J\LJ‘L\“\H\\HJ\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26188: 2-Methylindan-2-ol
43.0 105.0
——
10.00
5000 ITI/Z 79.00 18.48%
0‘H‘WNWJLMW,H‘w‘u‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]HEPT-Z —
105.0 10.00
m/z 148.05 16.58%

5000

40.0

-

0 | LM.HHMM

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:
BP020364.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP051324\

: 13 May 2024 22:13
: MA/JU
. P2369-13MEDL 5X

: 17  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 38 1-Iodo-2-methylundecane Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
20.745 2.81 ng/ul 195834  Chrysene-di12 21.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91

Abundance Scan 3002 (20.745 min): BP020364.D\data.ms (-2998) (- m/z 57.10 100.00%

57.1
5000

I
1 2072 2811 20.50 21.00
343.2 417.4476.7535.0
‘m‘,‘H“f‘m‘mwwwwww_wam_ m/z 71.10

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0

o
Y] _
N
(O]
w
OO

20.50 21.00
m/z 43.05 70.41%

‘\\“\\\"1\\\A‘\‘\‘\\]-‘é?\\o‘\\\\‘\\2\9\6‘\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

I
20.50 21.00

o

5000 m/z 85.10 56.20%
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane = =
57.0 20.50 21.00

m/z 41.05 28.55%

I111 2270 1970 281.0  394.0

o"H‘,‘H‘_H‘_H‘_H‘_HwHwa”www - it
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
21.292 3.06 ng/ul 212855 Chrysene-di2 21.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3095 (21.292 min): BP020364.D\data.ms (-3090) (- m/z 57.10 100.00%
57.1
= =
‘ Hl 1963 267.1 21.00 2150
o"uww_wwww L 3aL2 43024901848, /o 71,10 72.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 i =
21.00 21.50
m/z 43.10 69.93%
oL, |1 2£7-0 197.0 281.0 394.0
\\1\‘\T\\‘\1\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T —
21.00 21.50
5000 m/z 85.05 54.35%
oL LLLLLIEIO 1970 2670 367.0
- _"w"H‘H"_"w“u“u‘,u“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- Ty ="
57.0 21.00 21.50
m/z 41.05 30.55%
h JL
239 0
ol L0 296.0
_— ‘H"_"w“u“u“u“_“w‘u“u“_“w“u“ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
21.869 2.02 ng/ul 140468  Chrysene-d12 21.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90

Abundance Scan 3193 (21.869 min): BP020364.D\data.ms (-3189) (- m/z 57.10 100.00%
57.1

B

5000
21.50 22.00
209.2267.1327.1
owu‘_}”J'Fﬁ\wmmuWHWwar?"l‘%?ﬂ”"‘z‘m m/z 71.10  80.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 o s

2150 22.00
m/z 43.85  75.65%
I
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57.0
— —
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Abundance #298427: Octacosane
57.0 21.50 22.00
m/z 41.10 28.94%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51324\
Data File : BP020364.D

Acqg On : 13 May 2024 22:13
Operator : MA/JU

Sample : P2369-13MEDL 5X
Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50124.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... ng/ul 98470 .611 603525 20.
(DEL) Alkane: S... ng/ul 90262 .611 603525 20.
(DEL) Alkane: S ng/ul 208131 .611 603525 20.
(DEL) Alkane: S ng/ul 110529 .611 603525 20.
Carbonic acid, ... ng/ul 84896 611 603525 20.
(DEL) Alkane: S... ng/ul 234882 .611 603525 20.
(DEL) Alkane: C... ng/ul 74128 .611 603525 20.
Cyclohexane, 1-... ng/ul 124411 .611 603525 20.
Benzene, 1l-ethy... ng/ul 67741 611 603525 20.
Sulfurous acid,... ng/ul 76190 .611 603525 20.
1-Decanol, 2-he... ng/ul 125231 .611 603525 20.
Decan-2-yl isob... ng/ul 242334 .611 603525 20.
(DEL) Alkane: S... ng/ul 402590 611 603525 20.
Benzene, 1,2,4-... ng/ul 182548 603525 20.
(DEL) Alkane: ng/ul 150575 .611 603525 20.
(DEL) Alkane: ng/ul 122568 .611 603525 20.
(DEL) Alkane: ng/ul 161786 611 603525 20.
(DEL) Alkane: ng/ul 90729 .611 603525 20.
(DEL) Alkane: ng/ul 101234 .611 603525 20.
(DEL) Alkane: 352734 .611 603525 20.
(DEL) Alkane: ng/ul 187832 611 603525 20.
(DEL) Alkane: .. ng/ul 383096 .611 603525 20.
Naphthalene, de... ng/ul 216098 .611 603525 20.
Benzene, 4-ethy... ng/ul 138550 .611 603525 20.
p-Cymene ng/ul 96706 611 603525 20.
(E)-Tetradec-11... ng/ul 80439 .611 603525 20.
(DEL) Alkane: C... ng/ul 106347 .611 603525 20.
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unknown-01 928 ng/ul 250863 7.611 603525 20.
Benzene, 1l-ethy... 022 ng/ul 214723 10.387 653753 20.
(DEL) Alkane: S... 210 ng/ul 134437 10.387 653753 20.
Naphthalene, de... 281 ng/ul 105577 10.387 653753 20.
1,4-Dimethylada... 446 ng/ul 103795 10.387 653753 2@.
Benzene, 1l-ethy... 581 ng/ul 87560 10.387 653753 20.
Ether, hexyl pe... 640 ng/ul 103215 10.387 653753 20.
Sulfurous acid,... 710 ng/ul 103309 10.387 653753 20.
Benzene, 1,2,3,... 787 ng/ul 170723 10.387 653753 2@.
4-Methylphenyl ... 9.952 ng/ul 83326 10.387 653753 2@.
1-Iodo-2-methyl... 20.745 ng/ul 195834 21.610 1392130 20.
(DEL) Alkane: S... 21.292 ng/ul 212855 21.610 1392130 20.
(DEL) Alkane: S... 21.869 ng/ul 140468 21.610 1392130 20.
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