LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc :

ALS Vvial : 23  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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51474.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.529 4 7 11 rBV3 4282 5876 ©0.72% 0.059%
2 4.017 88 90 93 rBV3 4335 6717 0.82% 0.067%
3 4.310 135 140 143 rVW4 1499 2685 0.33% 0.027%
4 4.516 171 175 176 rBV3 2431 3053 0.37% 0.030%
5 4.686 200 204 210 rBV4 1453 3285 0.40% 0.033%
6 5.268 300 303 305 rvw3 3946 4791 0.59% 0.048%
7 6.002 424 428 434 rVV2 3565 5970 0.73% 0.060%
8 6.220 461 465 468 rBV4 1644 2507 0.31% 0.025%
9 6.807 560 565 572 rW3 5502 11868 1.46% 0.118%
106 6.872 572 576 584 rVB4 3025 5610 0.69% 0.056%
11 7.383 658 663 677 rBV4 14714 40033 4.91% ©0.399%
12 7.501 677 683 695 rVB 64798 119089 14.62% 1.188%
13 7.618 700 703 708 rBV3 1622 2516 ©0.31% 0.025%
14 7.730 716 722 731 rBV 61175 119432 14.66%  1.192%
15 7.982 759 765 771 rBV2 1874 4003 0.49% 0.040%
16 8.182 793 799 805 rBV 79881 144397 17.72% 1.441%
17 8.235 805 808 818 rVv2 9020 17799 2.18% 0.178%
18 8.923 915 925 938 rBV 49279 121559 14.92%  1.213%
19 9.040 943 945 953 rVB4 3435 6394 0.78% 0.064%
20 9.293 985 988 995 rBV3 1451 3164 ©0.39% 0.032%

21  9.369 995 1001 1015 rBV 83923 168125 20.63%
22 9.692 1051 1056 1062 rBV3 6019 8797 1.08%
23 10.098 1118 1125 1136 rBV2 67341 136027 16.69%
24 10.292 1152 1158 1169 rBV 56288 104753 12.86%
25 10.662 1214 1221 1235 rBV 80217 190045 23.32%

PRROR
w
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~
3R

26 10.779 1235 1241 1255 rVB6 14758 40052  4.92%
27 11.008 1270 1280 1291 rVB 118101 221570 27.19%
28 11.167 1300 1307 1325 rBV2 61594 152651 18.73%

OO0 FrNO
U1
N
w
R

29 11.414 1342 1349 1357 rBV9 6300 21800 2.68% 218%
30 11.520 1360 1367 1374 rVV4 6465 17894  2.20% 179%
31 11.578 1374 1377 1385 rVB6 3968 8278 1.02% ©.083%
32 11.696 1392 1397 1406 rBV 8587 18530 2.27% 0.185%
33 11.784 1407 1412 1414 rW2 2756 3960 0.49% 0.040%
34 12.160 1471 1476 1479 rBV3 6338 10968 1.35% ©.109%
35 12.195 1479 1482 1483 rVWV3 3293 3815 0.47% ©.038%
36 12.266 1491 1494 1505 rVB3 8126 16912 2.08% 0.169%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc :

ALS Vvial : 23  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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 12.442 1514 1524 1528 rVV2 14390 36360 4.46% 0.363%
38 12.495 1528 1533 1544 rvv2 17285 42044 5.16% 0.420%
39 12.595 1547 1550 1555 rVB2 1333 2696 0.33% 0.027%
40 12.706 1565 1569 1575 rBV5 1644 3771 0.46% 0.038%
41 13.035 1620 1625 1630 rBv4 5379 9405 1.15% 0.094%
42 13.159 1639 1646 1668 rBV 440412 811959 99.65% 8.102%
43 13.406 1682 1688 1701 rBV 271745 423090 51.92% 4.222%
44 13.547 1708 1712 1717 rVB3 3267 5277 ©.65% 0.053%
45 13.599 1717 1721 1725 rVV2 2534 3403 0.42% 0.034%
46 13.682 1727 1735 1747 rVB2 41678 73242 8.99% 0.731%
47 14.152 1809 1815 1820 rBV 58353 94431 11.59% ©.942%
48 14.210 1820 1825 1831 rVV 245304 373152 45.79%  3.723%
49 14.257 1831 1833 1840 rVB3 9174 13145 1.61% 0.131%
50 14.404 1856 1858 1862 rBV4 1683 2599 0.32% 0.026%
51 14.451 1862 1866 1871 rVvv4 5262 10187 1.25% 0.102%
52 14.516 1871 1877 1883 rVV 254963 421954 51.78% 4.210%
53 14.575 1883 1887 1895 rVB 25695 42341 5.20% 0.422%
54 14.816 1915 1928 1939 rBV 193566 320990 39.39%  3.203%
55 15.162 1977 1987 1998 rBV9 7278 28149 3.45% 0.281%
56 15.262 2000 2004 2007 rVVv4 2455 4494  0.55% 0.045%
57 15.339 2011 2017 2021 rVV5 4999 9250 1.14% ©0.092%
58 15.397 2021 2027 2033 rVB5 7136 13056 1.60% 0.130%
59 15.532 2042 2050 2058 rBV 269780 420125 51.56% 4.192%
60 15.609 2058 2063 2069 rVB 228249 312484 38.35%  3.118%
61 15.809 2090 2097 2105 rBV 335923 534762 65.63% 5.336%
62 15.955 2116 2122 2135 rBV2 90033 185595 22.78% 1.852%
63 16.044 2135 2137 2140 rVV2 3385 4487 ©.55% 0.045%
64 16.073 2140 2142 2147 rVV5 3303 5358 0.66% 0.053%
65 16.144 2147 2154 2157 rVWW2 24169 39053 4.79% 0.390%
66 16.185 2157 2161 2170 rVWV 53375 115610 14.19% 1.154%
67 16.249 2170 2172 2179 rVB7 6804 9292 1.14% 0.093%
68 16.549 2220 2223 2232 rVB6 1988 3294 0.40% 0.033%
69 16.643 2234 2239 2243 rBVS5 2185 3127 0.38% 0.031%
70 16.802 2261 2266 2273 rBV 14620 29558 3.63% 0.295%
71 16.913 2281 2285 2290 rBV5 10550 15751 1.93% 0.157%
72 16.954 2290 2292 2293 rVV 3005 2603 0.32% 0.026%
73 16.972 2293 2295 2298 rVvV3 3101 2961 0.36% 0.030%
74 17.007 2299 2301 2306 rVB4 1711 2515 0.31% 0.025%
75 17.207 2331 2335 2341 rBV6 2291 3453  0.42% 0.034%
76 17.295 2344 2350 2354 rVB 25427 35317 4.33% 0.352%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc :

ALS Vvial : 23  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_G\Methods\SFAM-EPA-BG120821.M

Title : SVOA CALIBRATION

77 17.395 2360 2367 2371 rBV7 7060 12160 1.49% 0.121%
78 17.565 2390 2396 2405 rBV 252630 393416 48.28% 3.926%
79 17.665 2407 2413 2425 rBvV2 415951 660394 81.05% 6.590%
80 17.812 2432 2438 2442 rBV 26325 35446 4.35% 0.354%
81 17.906 2450 2454 2462 rBV4 4499 10010 1.23% ©.100%
82 18.270 2511 2516 2520 rBV4 5900 9682 1.19% 0.097%
83 18.394 2529 2537 2542 rBV5 11720 19887 2.44% 0.198%
84 18.447 2542 2546 2549 rVV5 3594 5657 ©0.69% 0.056%
85 18.494 2549 2554 2557 rVV 72240 95148 11.68% ©.949%
86 18.529 2557 2560 2572 rVB 46260 72354 8.88% ©.722%
87 18.688 2582 2587 2589 rBv4 3662 5500 0.67% ©.055%
88 18.723 2589 2593 2602 rVB2 31413 43432 5.33% 0.433%
89 18.940 2625 2630 2634 rVV 49320 64244 7.88% 0.641%
990 19.275 2685 2687 2690 rVB4 2177 2607 0.32% 0.026%
91 19.516 2724 2728 2731 rVB4 6016 8370 1.03% 0.084%
92 19.592 2737 2741 2745 rBV2 5338 7956 0.98% 0.079%
93 19.634 2745 2748 2752 rVB5 6531 8912 1.09% 0.089%
94 19.722 2759 2763 2768 rVB6 2327 2902 0.36% 0.029%
95 19.822 2773 2780 2783 rVB7 3354 6816 ©0.84% 0.068%
96 19.945 2795 2801 2813 rBV 534475 814839 100.00%  8.131%
97 21.872 3122 3129 3141 rBV 218518 415972 51.05% 4.151%
98 25.033 3656 3667 3682 rBV3 233639 724286 88.89% 7.227%
99 25.262 3697 3706 3721 rVB2 114959 373075 45.79% 3.723%
100 29.857 4486 4488 4489 rBV2 4768 3262 0.40% ©.033%

Sum of corrected areas: 10021592
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051474.D\data.ms

500000

13.1

400000
300000

200000

11.008
100000 8.182 9.369 10 662

7.5Q1730 8923
529 40143461686 5268 _ 6.08220 G672 79&%6 7989235 40a839.692 i }M&w@mﬁﬁ%ﬂ@}

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 1300
Abundance TIC: BG051474.D\data.ms

e

19.945
500000

17.665
400000

30000013 406
5 21.872

200000

100000 18.494

812 18 3% P40
b@@@@m

O I L e R e e e T LA A B o e e e e e e e AL B R B B S B A o

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 2000 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051474.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.291 9.46 ng/ul 104753  Naphthalene-d8 11.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 86
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 83
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 64
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40

Abundance Scan 1158 (10.292 min): BG051474.D\data.ms (-1152) (- m/z 56.10 100.00%

56.1
5000
73.1
b P
37 | H ‘ 1030 10.00 10.50
om_mmwu_ww‘wwm‘_m‘m m/z 43.00 50.87%
miz--> 20 40 60 80 100 120 140
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 — ZASALP fbreey L
73.0 10.00 10.50
103.0 m/z 41.00 43.17%
miz--> 20 40 60 80 100 120 140
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0 M‘j
B S Sy
10.00 10.50
5000 ITI/Z 57.10 42.50%
73.0
20.0 1030
0 ol ‘ 129.0145.0
e L ““ “““““ e
miz--> 20 40 100 120 140 A
Abundance #25579: 1,3—Pentanedlol, 2,2,4-trimethyl- — b
56.0 10.00 10.50
m/z 55.00 40.52%
5000
20.0 73.0
‘ ‘ 103.0
o‘”_“‘wu”‘H‘“M‘Hu“””‘1‘2‘9"0‘_” IR A
miz--> 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.779 3.62 ng/ul 40052 Naphthalene-d8 11.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
3 Hexane, 1-(methoxymethoxy)- 146 C8H1802 066675-06-7 38
4 3-Buten-2-o0l 72 C4H80 000598-32-3 23
5 3-Methyl-5-methoxy-1-pentanol 132 C7H1602 070928-41-5 23
Abundance Scan 1241 (10.779 min): BG051474.D\data.ms (-1235) (- m/z 57.00 100.00%
57.0
5000 41.0 /\M
.0 95.0 «_mew
1
) SNS——— ] -l HU\H‘H“1‘H‘W!wwwm n/z 45.00 91.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
5000
a1, 1050 1100
75.0 m/z 40.95 44.11%
014Qf!ff1000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
10.50 11.00
5000 m/z 71.00 28.52%
41.0
75.0
270
Obrerrerrrrblerdi ik 2000 1180,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 N
Abundance #25556: Hexane, 1-(methoxymethoxy)- — AL, I
45.0 10.50 11.00
m/z 43.00 25.82%
5000
75.0
Lo, | o
) IR 1 WP T M Y S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.442 3.28 ng/ul 36360 Naphthalene-d8 11.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 72
3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64

Abundance Scan 1524 (12.442 min): BG051474.D\data.ms (-1514) (- m/z 59.00 100.00%

59.0
5000 /\/V\A
) 103.0 L S
42.
R GRS S
bl M T m/z 73.00 22.98%
miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 M
] [l
5000 103.0 12i50
31.0 m/z 45.00 22.47%
o120 “ R | 1300 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
T ‘ A T
12.50
5000 m/z 103.00 19.92%
31.0
103.0
IR I T G TR ¥ .73
miz--> 20 40 60 80 100 120 140 ﬁm
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- 1
59.0 12.50
m/z 42.00 10.73%
5000
103.0
41.T}
0 FE;?NW 750 1800 Hiinn
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 Tri(1,2-propyleneglycol), m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.495 3.80 ng/ul 42044  Naphthalene-d8 11.008
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
2 Tri(1,2-propyleneglycol), monome... 206 C10H2204 1000262-26-6 64
3 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
4 Hexylene glycol 118 C6H1402 000107-41-5 53
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53

Abundance Scan 1533 (12.495 min): BG051474.D\data.ms (-1528) (- m/z 59.00 100.00%

59.0
5000

103 0
WJ 12'50
0\\\‘\\\\“\\‘\H‘\\\\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ mZ 73.00 29.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- /\\ /\/\
59.0

L ahh
5000 103.0 1250

31.0 m/z 45.00  25.42%

“H i | 1300
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #81999: Tri(1,2-propyleneglycol), monomethyl ether
59.0

o

12 50
5000 m/z 72.00 22.14%
103.0
0 33du | 8.0 | |130.0 161.0 1910
s e SRR RRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 12 50
m/z 103.0 17.77%
5000
103.0
31.0
0 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.159 50.59 ng/ul 811959  Acenaphthene-di10 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 86
2 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
3 Butanoic acid, 1-methylhexyl ester 186 C11H2202 039026-94-3 42
4 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 42
5 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 40

Abundance Scan 1646 (13.159 min): BG051474.D\data.ms (-1639) (- m/z 71.00 100.00%

71.0
43.0
5000
98.1 1a
H\ Wl 1431 173.1 13.00 1350
O prredbedi el L T e M/ 43.05 78.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000
1300 1350
m/z 83.10 29.72%
O\‘\‘\M\\"\\\‘!“\\‘U\“\\ﬁ?’\o\‘\\‘\\\]-\4‘\3\\0\‘]\-\7\:3\‘()\]\_%8‘\(\)\\‘\\\2\4‘\3\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester
71.0
D A
430 13.00 13500
5000 ITI/Z 56.10 28.27%
141.0
ob b B0 1930 2230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60792: Butanoic acid, 1-methylhexyl ester P =
71.0 13.00 13.50
m/z 41.10 23.55%
s000] 430
H 98.0
N O " T T SO L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Propanoic acid, 2-methyl-, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.406  26.36 ng/ul 423090  Acenaphthene-d10 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 78
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 53
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 45
Abundance Scan 1688 (13.406 min): BG051474.D\data.ms (-1682) (- m/z 71.00 100.00%
71.0
43.1
5000
13.50
173.1 .
0 143.1
R H‘ ‘ M“ B90 130 TS L m/z 56.65 80.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
43.0
5000 U
13.50
m/z 43.10 76.05%
‘ H ‘ 660 143.0 173.0
0 \1\5\.(‘)\‘\“\ \“‘1‘\ T \“1 T “\‘\‘\ \‘;\H‘\ [T "\ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
| S
56.0 13.50
5000 m/z 89.00 58.99%
27.0
ol vy Db byl L gi00 T 730
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24132: Butanoic acid, butyl ester =
71.0 13.50
m/z 41.00 30.11%
43.0
5000
o0 [ L a0 L
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.682 4.56 ng/ul 73242  Acenaphthene-di1e 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HI9NO2 000621-42-1 58
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Metacetamol 151 C8HINO2 000621-42-1 58
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 53
Abundance Scan 1735 (13.682 min): BG051474.D\data.ms (-1727) (- m/z 43.00 100.00%
109.1
5000 151.1
L. —
‘ 69‘0 | 13.50 14.00
0 Mw‘,w‘“u bbby m/z 109.10 71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — —
13.50 14.00
69.0 m/z 151.05 40.09%
O \1\5\.9\ ‘\‘\ \"‘ “\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28721: Metacetamol
109.0
—— —
13.50 14.00
m/z 41.00 22.75%
5000 151.0
43.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol et
109.0 13 50 14.00
m/z 69.00 15.58%
5000 151.0
43.0
80.0
0 AN ESPIRPPN NURAD NS — RV B
m/z--> 20 40 60 80 100 120 140 160 180 200 13 50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Ethanone, 1,1'-(1,3-phenyle... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.152 5.88 ng/ul 94431  Acenaphthene-d1e 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1,1'-(1,3-phenylene)bis- 162 C10H1002 006781-42-6 97
2 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 87
3 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 87
4 Pyrido[3,2-d]pyrimidin-4-ol 147 C7H5N30 037538-67-3 72
5 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 64
Abundance Scan 1815 (14.152 min): BG051474.D\data.ms (-1809) (- m/z 147.00 100.00%
147.0
5000 91.0
43.0
119.0 L L
65.0 14.00 14.50
oHWHmw“mNWUUMM:miww_\”,‘m m/z 91.00  43.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37617: Ethanone, 1,1'-(1,3-phenylene)bis-
147.0
N e
5000 91.0 T asproa ey
43.0 14.00 14.50
119.0 m/z 43.00 32.43%
65.0 ‘
O\\\‘\\\\“\\h;\“‘\‘\\uu‘\\h}\‘}‘\\\i\\\\‘\‘\\\"\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #37632: Ethanone, 1,1'-(1,4-phenylene)bis-
147.0
pap=s —
14.00 14.50
5000 m/z 119.00 16.61%
43.0
910 1190
m/z--> 20 40 60 80 100 120 140 160
Abundance #37640: 1(3H)-Isobenzofuranone, 3,3-dimethyl- A —— —i
147.0 14.00 14.50
m/z 76.00 14.45%
5000
91.0
o150 430 650 1190 |
——

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Glyoxylamide, N-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.575 2.64 ng/ul 42341  Acenaphthene-d10 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 53
2 4-Amino-5,6-dimethylfuro[2,3-d]p... 163 C8HIN30 005117-94-2 42
3 Ethanone, 1-[4-(1-hydroxy-1-meth... 178 C11H1402 054549-72-3 39
4 4-Aminocinnamic acid 163 C9HONO2 002393-18-2 38
5 Butan-2-one, 4-(2-hydroxyphenyl)... 286 C17H1802S 296891-93-5 38

Abundance Scan 1887 (14.575 min): BG051474.D\data.ms (-1883) (- m/z 163.05 100.00%
43.0 168.1

5000 A
o T T T ‘ T
77.0 121.0 14.50
(T ST “w“ e L wz a3.ee 93.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0
5000 43.0 77-0 T ‘ T ‘
14.50
m/z 77.00 12.36%
O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #38983: 4-Amino-5,6-dimethylfuro[2,3-d]pyrimidine
163.0
AT T S
135.0 14.50
5000 ITI/Z 164.10 11.98%
43.0 g6.0
‘ 93.0 ‘
0 ‘1‘5"?“1 ‘ “‘i”‘ e “UM SRR il BAR u}“ b ‘M T
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52694: Ethanone, 1-[4-(1-hydroxy-1-methylethyl)phenyl] = ‘
163.0

14.50
m/z 91.05 11.64%

5000
43.0

91.0 121.0
ol 2200 430 ]

\\‘\\\\“\\ T

e
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.533  26.18 ng/ul 420125  Acenaphthene-d10 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 97
3 Diethyltoluamide 191 C12H17NO 000134-62-3 97
4 Diethyltoluamide 191 C12H17NO 000134-62-3 96
5 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81

Abundance Scan 2050 (15.532 min): BG051474.D\data.ms (-2042) (-  m/z 119.00 100.00%

119.0
5000 91.0 190.1
65.0 ‘15‘50‘ ‘
39.0 | | 162.1 : .
0 e e e e e e e e m/z 91.00 42.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65679: Diethyltoluamide
119.0
5000 91.0 190.0 ‘15.‘50‘ |
65.0 m/z 190.10 38.33%
29.0 ‘ 162.0 ‘
OHH‘\mu‘m\‘\i“\H\‘HH}\‘HH‘HH‘HH“\HHHM‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
1T
15.50
5000 91.0 190.0 m/z 65.00 16.91%
65.0
0 390 L Ly ‘ 16\20 . |
R I N B B B e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65681: Diethyltoluamide 1
119.0 15.50
m/z 191.10 13.42%
5000
91.0
190.0
65.0
0 15.0 3Q.O ‘ ‘ ‘ 162.0 ‘
e AR EREamEL e
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Cyclopentaneacetic acid, 3-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.144 2.43 ng/ul 39053  Acenaphthene-die 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 83
2 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 78
3 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 43
4 Cyclohexane, decyl- 224 C16H32 001795-16-0 38
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 38
Abundance Scan 2154 (16.144 min): BG051474.D\data.ms (-2147) (- m/z 83.00 100.00%
5000
55.0 153.0 VN AV
“10‘9 0 ‘ 207.0 16.00 16.50 ]
0! A e e e M/Z 82,00 24.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
[\ I ]
5000 B b
156.0 16.00 16.50
55.0 m/z 153.00 21.30%
09.0
O \\\‘\\H‘\\\H‘\“\m\h\“u‘\ \“!E‘-\H\‘\\\\‘\\‘”\“\\\\’\]-\9\\5‘\0\ \\2%6\\0\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0 ﬂ
o —
16.00 16.50
5000 m/z 156.00 20.53%
55.0 153.0
109.0 ‘
obr T AL b LR, . 1350 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬂ
Abundance #277221: Oxalic acid, cyclohexyl tetradecyl ester T ﬂ —
83.0 16.00 16.50
m/z 54.95 19.69%
5000
55.0
o0 Ly d o zac il W
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\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Benzenemethanol, .alpha.-ph... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.185 7.20 ng/ul 115610  Acenaphthene-di10 14.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 97
2 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 96
3 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 93
4 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 93
5 Benzenemethanol, .alpha.-phenyl- 184 C13H120 000091-01-0 90

Abundance Scan 2161 (16.185 min): BG051474.D\data.ms (-2157) (- m/z 105.00 100.00%

105.0
77.0
5000
184.1
51.0 ‘éod ‘6‘6
16. 16.5
152.0
0 ‘HH_‘H"uHmmw‘Hml‘z‘?‘qmlu,w “““““2‘9‘7‘9 m/z 77.80 57.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59011: Benzenemethanol, .alpha.-phenyl-
105.0
77.0
5000 \/\‘ f L
184.0 16.00 16.50
51.0 m/z 78.00 38.30%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59013: Benzenemethanol, .alpha.-phenyl-
105.0
T A/\ T T ‘ T
1600 16.50
77.0 .
5000 ITI/Z 79.05 37.35%
184.0
51.0
020, L | 1801820,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59012: Benzenemethanol, .alpha.-phenyl- oy —
105.0 16.00 16.50
m/z 184.10 30.45%
5000 7.0 184.0
51.0
152.0
o2 bl oo, L b L
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 5-Hepten-3-yn-2-o0l, 6-methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.723 2.21 ng/ul 43432  Phenanthrene-d10 17.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hepten-3-yn-2-0l, 6-methyl-5-(... 166 C11H180 063922-41-8 64
2 4,5,6,7-Tetrahydrobenz[d]isoxazo... 166 C8H10ON202 1000131-45-3 60
3 t-Butylhydroquinone 166 C10H1402 001948-33-0 60
4 Durohydroquinone 166 C10H1402 000527-18-4 53
5 1-Alanine, N-(3-fluorobenzoyl)-,... 363 C21H30FNO3 1010314-21-5 43

Abundance Scan 2593 (18.723 min): BG051474.D\data.ms (-2589) (-  m/z 166.10 100.00%

166.1
123.1
57.0
5000
91.0 A — S
18.50 19.00
280.¢
0! W v L 0ses 77.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41454: 5-Hepten-3-yn-2-ol, 6-methyl-5-(1-methylethyl)-
43.0 151.0
5000 A h L
109.0 18.50 19.00
‘ m/z 109.05 69.43%
O \\\‘\L\‘\ ’ \“”HHN‘\‘\“‘\“ \H}‘\ \“‘1‘\\“1“‘ T \‘!\’i\\\‘\\H‘H\\‘H\\‘\H\’\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41975: 4,5,6,7-Tetrahydrobenz[d]isoxazole-4-one, 1-am
123.0 166.0
18.50 19.00
5000 81.0 ITI/Z 151.05 64 .84%
42.0
o A Jw“‘MH!“"!‘,w“H_‘H_ww_m,ww
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #41102: t-Butylhydroquinone ‘ /}ﬂ ; T
151.0 18.50 19.00
m/z 57.00 53.41%
5000
S o mog ||
O ettt bt e vt prerr e e — s
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 7a-Methyl-3-methylenehexahy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.940 3.27 ng/ul 64244  Phenanthrene-di0 17.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7a-Methyl-3-methylenehexahydrobe... 166 C10H1402 067498-53-7 70
2 5-Hepten-3-yn-2-0l, 6-methyl-5-(... 166 C11H180 063922-41-8 58
3 t-Butylhydroquinone 166 C10H1402 001948-33-0 53
4 1-Alanine, N-(2-fluorobenzoyl)-,... 323 C18H26FNO3 1000314-04-5 46
5 4,5,6,7-Tetrahydrobenz[d]isoxazo... 166 C8H10ON202 1000131-45-3 46

Abundance Scan 2630 (18.940 min): BG051474.D\data.ms (-2625) (- m/z 123.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51474.D

Acqg On : 11 Dec 2021 3:52
Operator : CG/JU

Sample : M5009-02

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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|
1,3-Pentanediol... 10.291 9.5 ng/ul 104753 2 11.008 221570 20.0
unknown-01 10.779 3.6 ng/ul 40052 2 11.008 221570 20.0
2-Propanol, 1-(... 12.442 3.3 ng/ul 36360 2 11.008 221570 20.0
Tri(1,2-propyle... 12.495 3.8 ng/ul 42044 2 11.008 221570 20.0
2,2,4-Trimethyl... 13.159 50.6 ng/ul 811959 3 14.816 320990 20.0
Propanoic acid,... 13.406 26.4 ng/ul 423090 3 14.816 320990 20.0
2,4,7,9-Tetrame... 13.682 4.6 ng/ul 73242 3 14.816 320990 20.0
Ethanone, 1,1'-... 14.152 5.9 ng/ul 94431 3 14.816 320990 20.0
Glyoxylamide, N... 14.575 2.6 ng/ul 42341 3 14.816 320990 20.0
Diethyltoluamide 15.533 26.2 ng/ul 420125 3 14.816 320990 20.0
Cyclopentaneace... 16.144 2.4 ng/ul 39053 3 14.816 320990 20.0
Benzenemethanol... 16.185 7.2 ng/ul 115610 3 14.816 320990 20.0
5-Hepten-3-yn-2... 18.723 2.2 ng/ul 43432 4 17.565 393416 20.0
7a-Methyl-3-met... 18.940 3.3 ng/ul 64244 4 17.565 393416 20.0
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