LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Title : SVOA CALIBRATION

Signal : TIC: BM@32467.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.955 17 20 34 rVB 60090 93791 1.17% ©.085%
2 3.260 69 72 76 rBV 11823 15227 0.19% 0.014%
3 3.390 91 94 108 rBV 272601 428135 5.32% 0.386%
4 3.643 131 137 146 rBV 31267 60318 0.75% 0.054%
5 3.737 148 153 163 rVB 46569 76345 0.95% 0.069%
6 3.831 165 169 177 rVB4 13906 23850 0.30% 0.021%
7 4.113 213 217 222 rBVS 8902 14638 0.18% 0.013%
8 4.701 312 317 322 rBV3 9100 14209 0.18% 0.013%
9 5.525 453 457 461 rBV 10485 16240 0.20% 0.015%
106 5.984 530 535 540 rBV 11503 16298 0.20% 0.015%
11 6.637 640 646 652 rBV 24529 40887 0.51% 0.037%
12 6.743 657 664 667 rBV7 5748 16255 0.20% 0.015%
13 6.801 667 674 684 rVB 270332 429790 5.34% 0.387%
14 6.937 690 697 709 rBV 806067 1251454 15.55% @ 1.128%
15 7.148 726 733 742 rBV 881796 1360987 16.91% 1.227%
16 7.607 804 811 820 rBV 847726 1317501 16.37% 1.187%
17 7.690 820 825 835 rVB 25899 43499 0.54% 0.039%
18 8.337 926 935 944 rBV 810961 1259701 15.65% 1.135%
19 8.713 991 999 1001 rBvV 21124 32720 0.41% 0.029%
20 8.760 1001 1007 1022 rVB 1004556 1602234 19.91% 1.444%
21 8.931 1034 1036 1043 rVB7 9136 13894 0.17% 0.013%
22 9.236 1083 1088 1094 rVB3 10435 18982 0.24% 0.017%
23 9.484 1121 1130 1145 rBV 854814 1385338 17.21% 1.249%
24 9.760 1169 1177 1188 rBV 154479 286316 3.56% 0.258%
25 10.031 1215 1223 1238 rBV 1305700 2145329 26.66% 1.934%

26 10.178 1242 1248 1260 rVB 337865 529584  6.58%
27 10.395 1278 1285 1293 rBV 1257178 2068005 25.70%
28 10.531 1301 1308 1329 rBV 1132365 1930993 23.99%

OCOR RO
N
N
®
R

29 10.878 1361 1367 1374 rBV 262772 412534  5.13% 372%
30 11.201 1417 1422 1428 rBV2 19387 30033 0.37% 027%
31 11.695 1499 1506 1516 rBV2 164647 299087 3.72% ©.270%
32 11.989 1550 1556 1563 rBV 25528 43797 0.54% 0.039%
33 12.554 1643 1652 1657 rBV 233780 377913 4.70%  0.341%
34 12.607 1659 1661 1672 rVB 16778 30290 ©.38% 0.027%
35 12.860 1698 1704 1711 rVB 20287 29260 ©.36% 0.026%
36 13.101 1740 1745 1749 rBV 11127 16014 0.20% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Title : SVOA CALIBRATION
37 13.160 1750 1755 1761 rVv2 35811 59800 ©.74% ©0.054%
38 13.224 1761 1766 1771 rVB6 7541 14123 0.18% 0.013%
39 13.660 1833 1840 1848 rBV 2985554 4017415 49.92% 3.621%
40 13.724 1848 1851 1855 rVB2 25041 34890 0.43% 0.031%
41 13.948 1878 1889 1900 rBV 3065532 4455391 55.36% 4.016%
42 14.260 1935 1942 1951 rVV 2089746 3098798 38.50% 2.793%
43 14.336 1951 1955 1959 rVB2 19504 27471 0.34% 0.025%
44 14.401 1962 1966 19790 rVB3 10154 14827 ©.18% 0.013%
45 14.460 1970 1976 1988 rBV 309394 495380 6.16% 0.446%
46 14.707 2007 2018 2038 rBV 1892930 3067022 38.11% 2.764%
47 14.930 2052 2056 2062 rVB 24834 42525 0.53% ©0.038%
48 15.060 2073 2078 2084 rBv4 22565 40902 0.51% 0.037%
49 15.248 2103 2110 2123 rVV 4188684 6007617 74.64% 5.415%
50 15.360 2123 2129 2143 rVV 1457325 2012142 25.00% 1.814%
51 15.483 2146 2150 2156 rVWV 59994 90641 1.13% ©.082%
52 15.554 2159 2162 2167 rVWVW7 10534 17673 0.22% 0.016%
53 15.607 2167 2171 2177 rVB2 22186 33293 0.41% 0.030%
54 15.801 2200 2204 2209 rBV 47313 65203 0.81% ©.059%
55 15.854 2209 2213 2217 rVV 103358 124113 1.54% ©.112%
56 15.924 2221 2225 2229 rVB6 10222 18309 0.23% 0.017%
57 16.030 2239 2243 2247 rVB4 24000 32998 0.41% 0.030%
58 16.142 2255 2262 2268 rBV10 9578 21245 0.26% 0.019%
59 16.242 2275 2279 2286 rBV2 9526 15312 0.19% 0.014%
60 16.401 2301 2306 2315 rBV 257101 346707 4.31% 0.312%
61 16.589 2335 2338 2343 rVB3 16284 21702  ©0.27% 0.020%
62 16.701 2353 2357 2360 rVV 29102 38446 0.48% 0.035%
63 16.783 2360 2371 2380 rVB2 185703 291961 3.63% 0.263%
64 16.983 2399 2405 2415 rVB 2700397 3618957 44.97%  3.262%
65 17.083 2415 2422 2433 rBV 4983592 6846978 85.07% 6.171%
66 17.171 2433 2437 2448 rVBS8 30651 51490 0.64% 0.046%
67 17.265 2448 2453 2457 rBV 3026898 3565041 44.30%  3.213%
68 17.318 2457 2462 2467 rVB 5416584 6452377 80.17% 5.816%
69 17.654 2513 2519 2529 rVV 774060 942929 11.72%  ©.850%
70 17.871 2552 2556 2563 rBV 184869 265587 3.30% ©.239%
71 17.936 2564 2567 2571 rVB 36888 51165 0.64%  0.046%
72 18.007 2577 2579 2583 rVB3 13076 13953 0.17% 0.013%
73 18.124 2594 2599 2602 rBV2 32159 45186 ©0.56% 0.041%
74 18.201 2606 2612 2617 rVB 132465 186578 2.32% ©0.168%
75 18.577 2671 2676 2679 rBV 626085 721129 8.96% 0.650%

76 18.618 2679 2683 2691 rVB 1399215 1528951 19.00% 1.378%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M

Title : SVOA CALIBRATION

77 18.930 2732 2736 2743 rBV3 58195 98924  1.23% 0.089%
78 19.006 2744 2749 2756 rVWVW 69407 109808 1.36% ©.099%
79 19.148 2770 2773 2778 rBV2 48441 65720 0.82% 0.059%
80 19.295 2796 2798 2802 rVB5 16601 15351 0.19% 0.014%
81 19.371 2804 2811 2816 rBV 6024475 8048272 100.00%  7.254%
82 19.418 2816 2819 2826 rVB 139338 179780 2.23% 0.162%
83 19.601 2846 2850 2854 rVB 86657 91258 1.13% ©.082%
84 19.701 2862 2867 2870 rBV 1554718 1774584 22.05%  1.599%
85 19.736 2870 2873 2878 rVB 2692705 2817319 35.01%  2.539%
86 20.500 3001 3003 3008 rBv4 36197 41424 0.51% ©0.037%
87 20.665 3027 3031 3033 rBV 1268851 1299602 16.15% 1.171%
88 20.695 3033 3036 3042 rVB 2643919 2732032 33.95%  2.462%
89 20.853 3059 3063 3070 rBV 261867 331566 4.12%  0.299%
90 21.147 3108 3113 3121 rBV 3294890 4006487 49.78% 3.611%
91 21.271 3132 3134 3138 rBV3 71465 106623 1.32% ©.096%
92 21.518 3171 3176 3178 rBV 1316118 1576190 19.58% 1.421%
93 21.547 3178 3181 3188 rVB 2637200 2855346 35.48% 2.574%
94 22.094 3270 3274 3278 rBV 511282 622146  7.73% 0.561%
95 22.136 3278 3281 3285 rVV3 203295 249496 3.10% ©.225%
96 22.177 3286 3288 3292 rVB 167895 190783 2.37% 0.172%
97 22.389 3320 3324 3327 rBV 1397229 1887333 23.45% 1.701%
98 22.424 3327 3330 3342 rVB 2735004 3439206 42.73% 3.100%
99 23.159 3447 3455 3465 rVB2 4295525 7919179 98.40% 7.138%
100 23.289 3471 3477 3486 rVB2 2265389 3964011 49.25%  3.573%

Sum of corrected areas: 110950115
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Oct 2021 20:46
: CG/JU
: M4128-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
BM@32467.D

: 53  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM032467.D\data.ms

10.0310
6.937148 7.607 8.337 9.484

3.390 6.80 17 10.878
o:95%.260 388822.113 4701 5525 5984  6.67% 690 }\ 8.78393D. 236K 9.760 11 1 i 11.201 11

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

300 350 400 450 500 550 6.00 650 700 7.0 800 O 900 9.50 10.00 10.50 11.00 11.50

TIC: BM032467.D\data.ms
19.8371
17.318

17.083

15.248

.948 17.265
13.648 16.983 19.736

15.360 18.618 19.401

17.654 18.577

sy 154551 LU ﬁqﬂ&@(fll 1smaslfe® 205

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

12,554 4.460
o111:989 f5r607 ermstans 1 724L1 1 | 1418305015

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 1800 18.50 19.00 19.50 20.00
TIC: BM032467.D\data.ms

23.159

21.147

22.424

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Octanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.760 2.77 ng/ul 286316 Naphthalene-d8 10.395

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Octanoic acid 144 C8H1602 000124-07-2 90
3 Octanoic acid 144 C8H1602 000124-07-2 90
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 72
5 Octanoic acid 144 C8H1602 000124-07-2 64

Abundance Scan 1177 (9.760 min): BM032467.D\data.ms (-1169) (-) m/z 60.10 100.00%
1

60
5000
101.1 —n N

\i\wm J | 1441  190.9 281.(

0ku‘i‘:“u“”"m‘w‘m“HH‘w,w,w‘mwm‘w‘w,u m/z 73.05 73.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24058: Octanoic acid
60.0
=5
9.50 10.00

m/z 43.05 42.25%

101.0
\H‘H\\‘\HU“\‘\‘\‘\“‘H‘\H“H\‘\‘H\lﬁﬁ.?’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24060: Octanoic acid
60.0

=
9.50 10.00

5000 27.0 T
I,

o

5000 m/z 41.10 39.29%
101.0
29l
ol d WAL AL 2
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24056: Octanoic acid = =
60.0 9.50 10.00

m/z 55.05 35.82%

) m
101.0
29.0 ‘
Ll L] | 1aa0

T
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.178 5.12 ng/ul 529584  Naphthalene-d8 10.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1248 (10.178 min): BM032467.D\data.ms (-1242) - m/z 57.05 100.00%

57.0
5000

: —
‘811 10.00 10.50
ok ‘MM‘M”N“J” L Pl 1930 28L0 ., 45.10  90.68%
miz--> 50 100 150 200 250
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 —

10 00 10.50
m/z 41.10 35.63%

27,0
O T T ‘H}“ ‘\“‘ ‘ J““H ‘h‘ ‘H }‘ T ]\_3\2\0 ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

10 00 10 50
5000 m/Z 75.05 20.00%
27,0 87.0
Il M \‘ | 1320

(o LREET L L] K et e e

miz-> 50 100 150 200 250
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- —= —
57.0 10.00 10.50

m/z 56.10 16.69%

5000
87.0
UL A

| H
m/z--> 50 100 150 200 250 10. 00 10 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1,2,3-Propanetriol, 1l-acetate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.878 3.99 ng/ul 412534  Naphthalene-d8 10.395
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,3-Propanetriol, 1l-acetate 134 C5H1004 000106-61-6 59
2 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 43
3 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 38
4 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 38
5 1,2,3-Propanetriol, 1l-acetate 134 C5H1004 000106-61-6 17

Abundance Scan 1367 (10.878 min): BM032467.D\data.ms (-1361) - m/z 43.10 100.00%

43.1
5000
103.1
74.1 10. 50 11 00
Ol b b e e 2989 m/z 103.05  33.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17229: 1,2,3-Propanetriol, 1-acetate
43.0
5000
10. 50 11 00
103.0 m/z 74.10  6.07%
15.0 ‘ 74.0
O \\‘\‘\\H\\“\\\\“\\\‘\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51208: Glycerol 1,2-diacetate
43.0
10 50 11 00
103.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51209: Glycerol 1,2-diacetate
43.0 10. 50 11 00
m/z 86.00 3.71%
5000
103.0
15.0 74.0 1450 1240
O A o B e B e e e A RARE
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 50 ll 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Decanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.554 2.44 ng/ul 377913  Acenaphthene-d10 14.260
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1652 (12.554 min): BM032467.D\data.ms (-1643) - m/z 60.10 100.00%

60.1
5000 129.1
T \
LA '
oMw;:‘w!““”"“M‘HJM“_‘HWW,H“2‘99}”“_”‘%3‘1‘1- m/z 73.05 96.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 = ;
43.0 12.50
m/z 41.05 56.21%
h MMJNH\M‘ 172.0
O\H‘HH‘HHH\‘HH‘HH‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46962: n-Decanoic acid
60.0
L \
12.50
m/z 55.05 52.49%
5000 29.0 129.0
172.0
OP,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46961: n-Decanoic acid =
60.0 12.50
m/z 43.05 49.78%
5000
129.0
29.0
172.0
NI 0 T L
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Dodecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.707 19.79 ng/ul 3067020  Acenaphthene-d10 14.260
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 91

Abundance Scan 2018 (14.707 min): BM032467.D\data.ms (-2007) - m/z 73.10 100.00%

73.1
43.0
5000
129.1
157.2

97.0
uu’ 200.2 14 50 15 00
0! m/z 60.10 89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
6Q.0

5000 T
129.0 14.50 15.00

157.0
8.0 m/z 43.05 58.32%

200.0
O' ‘\’H!w\}‘h‘\\h\‘\\‘\\‘i‘\\\\‘\\‘\\‘\\\\l\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
#

Abundance 75719: Dodecanoic acid
73.0
=
43.0 129.0 200.0 1450 1500
5000 157.0 ' ITI/Z 41.10 57.33%
101.0
0 m}‘w W_WMHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75718: Dodecanoic acid ‘
73.0 1450 1500

m/z 55.10 56.93%

5000
43.0 129.0
157.0
I I
0 ‘ u ‘ il th \M \ L ‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50 15.00

SFAM-EPA-BM100521.M Wed Oct 13 17:05:51 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Octanoic acid, 1-(hydroxyme... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.265 19.70 ng/ul 3565040  Phenanthrene-d10 16.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, 1-(hydroxymethyl)... 344 C19H3605 060514-48-9 59
2 1,2-Dioctanoin 344 C19H3605 001069-87-0 53
3 Octanethioic acid, S-hexyl ester 244 C14H280S 055590-85-7 50
4 Caprylic anhydride 270 C16H3003 000623-66-5 50
5 1,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 43

Abundance Scan 2453 (17.265 min): BM032467.D\data.ms (-2448) (-  m/z 127.05 100.00%

431 127.1
5000
640 P -
‘ ‘ ‘ ‘ “ 711 229.2 283.0 17.00 17.50
[\ JRERERE [ FIR O LD S A m/z 43.10  84.21%
miz--> 50 100 150 200 250 300
Abundance #253380: Octanoic acid, 1-(hydroxymethyl)-1,2-ethanediy
12y.0
57.0
5000 T
17 OO 17.50
187.0 m/z 57.10 70.59%
OL\S \0‘\ \H “h\ M\ \$\ " ‘ “ “\ T ‘ ‘\ T ‘\ “ T 2\4'\‘2.‘0\ L 3‘1-\3\.0\
miz-> 50 100 150 200 250 300
Abundance #253325: 1,2-Dioctanoin
127.0
T ‘ \/\\;
17 00 17.50
5000 57.0 m/Z 159.10 21.41%
201.0
ol b 00 ] 2420 8130
miz-> 50 100 150 200 250 300
Abundance #128356: Octanethioic acid, S-hexyl ester ‘ ‘J‘\ ‘ —
57.0 127.0 17.00 17.50
m/z 158.10 17.53%
5000
|l 1810 amo
o""""‘_H‘_H‘_‘H_H‘_H

m/z--> 100 150 200 250 300 17.00 17.50

SFAM-EPA-BM100521.M Wed Oct 13 17:05:52 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.318 35.66 ng/ul 6452380  Phenanthrene-die 16.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, 1-(hydroxymethyl)... 344 C19H3605 060514-48-9 38
2 Fumaric acid, ethyl 2-heptyl ester 242 C13H2204 1000348-62-0 38
3 1,2-Dioctanoin 344 C19H3605 001069-87-0 37
4 (3,4-Difluorophenyl)methanethiol... 202 C9H8F20S 873463-82-2 33
5 6-Azathymine 127 C4H5N302 000932-53-6 32

Abundance Scan 2462 (17.318 min): BM032467.D\data.ms (-2457) - m/z 43.10 100.00%

43.1
127.1
5000
84.1 17 00 17 50
0 eI %\11‘ 229'2 267.0 m/z 127.10  79.60%
L B ‘ T ‘ T T ‘ T ‘ T T ‘ T T T T ‘ T T T (]
miz--> 50 100 150 200 250 300
Abundance #253380: Octanoic acid, 1-(hydroxymethyl)-1,2-ethanediy
127.0
57.0
5000
17. 00 17 50
187.0 m/z 57.10 38.47%
OL\S \0‘\ \H “h\ M\ \$\ " ‘ “ “\ T ‘ ‘\ T ‘\ “ T 2\41‘2.‘0\ L 3‘1-\3\.0\
miz-> 50 100 150 200 250 300
Abundance #125674: Fumaric acid, ethyl 2-heptyl ester
127.0
17. 00 17 50
5000 m/Z 159.10 24.75%
T
0l J“w‘“‘l‘ R w“ S S
miz-> 50 100 150 200 250 300
Abundance #253325: 1,2-Dioctanoin
127.0 17. 00 17 50
m/z 158.10 16.56%
5000 57.0
201.0
obdha 3004 | 2420 3130

m/z--> 50 100 150 200 250 300 17.00 17.50

SFAM-EPA-BM100521.M Wed Oct 13 17:05:52 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.654  5.21 ng/ul 942929 Phenanthrene-die 16.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 80
anone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50

uih wnN PR
N NN
-

= 2V Vo o R Vo)

Abundance Scan 2519 (17.654 min): BM032467.D\data.ms (-2513) (-  m/z 205.10 100.00%
1

57.1 205
175.1
5000
91.1
— e
135.1 2611 17.50 18.00
01 m/z 57.10 96.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 SRS WD S
205.0 17.50 18.00
91.0 175.0 m/z 217.20 62.54%
35.0
O T ‘ TTTT \‘\H“ \H\‘\ \MM\‘\‘\HP“\“\‘\ W‘H} }H\H\“ \M\h\ \“H\ T \Hh’ T \‘w T ‘W\ T \L"L\ T 1‘\ ‘ \%?“]\_ \(\)\ ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
—r —r
205.0 17.50 18.00
5000 ' ITI/Z 175.10 54.39%
175.0
91.0
e
o] P ‘\M\‘ W‘ ‘HH‘\‘ ‘\HH \‘““\\‘ MH} U\W‘w‘\mh‘\ ‘\“H}\‘ ‘\‘h . ‘\”\ \‘\ L ‘H’h‘ . !\‘ o “‘ Do
m/z--> 20 40 60 80 100 120140160 180 200 220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- A P —
205.0 17.50 18.00
m/z 55.05 54.31%
5000
261.0
0+ \H“\‘HH“‘\HM\ T \/\ﬁ/\ﬁ T
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00

SFAM-EPA-BM100521.M Wed Oct 13 17:05:53 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46

Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method

Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Decanoic anhydride

R.T. EstConc Area
18.577 3.99 ng/ul 721129
Hit# of 5 Tentative ID

Concentration Rank 16

Relative to ISTD

Phenanthrene-di10

1
2 1,3-Dicaprin

3 4-(Decanoyloxy)benzoic acid

4 Fumaric acid, butyl 3-hexyl ester
5 1,2-Dicaprin

256
400

C20H3803
C23H4405
C17H2404
C14H2404
C23H4405

002082-76-0 53
017598-93-5 50
086960-46-5 43
1000348-60-4 43
017863-69-3 43

Abundance Scan 2676 (18.577 min): BM032467.D\data.ms (-2671) - m/z 43.10 100.00%
43.1 155.2
5000
‘ 98.1 T T
18.50
2571
ob— ‘ “h‘w““““ Ao L, 2810 340 0 nm/z 155.20  89.21%
m/z--> 5 100 150 200 250 300 350
Abundance #232072: Decanoic anhydride
155.0
5000 A :
43.0 18.50
980 m/z 159.1@  37.89%
O T \“\ “h“ \H“\H‘ “‘ “ T ‘ T \ \]_\9‘9 \0\2\4\2‘0\2\8\2\0‘ \32\6\(\)‘ T T
miz--> 100 150 200 250 300 350
Abundance #302413: 1,3-Dicaprin
155.0
\ \
1850
5000 m/Z 57.10 26.54%
215.0
57.0 98.0 ‘
270.0
ST O .
miz--> 50 100 150 200 250 300 350
Abundance #188967: 4-(Decanoyloxy)benzoic acid J”Am‘ —
155.0 18.50
m/z 158.10 25.00%
5.0
ol “ Ll 195.0236.0 292.0 A
il “““‘““‘““““““““““ e |
m/z--> 50 100 150 200 250 300 350 18 50

SFAM-EPA-BM100521.M Wed Oct 13 17:05:54 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.618 8.45 ng/ul 1528950  Phenanthrene-d10 16.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, isobutyl 2-methylp... 256 C14H2404 1000348-72-1 35
2 Decanoic anhydride 326 C20H3803 002082-76-0 32
3 7,7-Diethoxy-5-heptyn-4-0l 200 C11H2003 1000434-41-6 27
4 6-Amino-1,3-dimethyluracil 155 C6HIN302 006642-31-5 27
5 Fumaric acid, isobutyl 2-methylp... 256 C14H2404 1000348-76-0 27

Abundance Scan 2683 (18.618 min): BM032467.D\data.ms (-2679) - m/z 43.10 100.00%

43.1
155.2
5000
98.1 — —
‘H ‘ ‘ ‘ ‘ 2272 18.50 19.00
ol bbbl ol 11| 1201.0227-2 270.1 3411 /7 15515 58.55%
miz--> 50 100 150 200 250 300
Abundance  #143007: Fumaric acid, isobutyl 2-methylpentyl ester
155.0
5000 B —r—
18.50 19.00
99.0 o
57.0 ‘ m/z 159.10 32.38%
O T \H\ \H ‘m‘\ ‘\ \‘h\ ‘ T \ T \ UL ‘ \2\27\\0‘ L ‘ L
miz--> 100 150 200 250 300
Abundance #232072: Decanoic anhydride
155.0
—rh —
18.50 19.00
5000 m/z 98.10 18.81%
43.0
oL ““ “ u‘\“ HH H u\ e “‘ i ‘1‘9‘9"0‘2‘4‘2"0‘ 2‘8‘2"0‘ ??qq ‘
miz-> 50 100 150 200 250 300
Abundance #75510: 7,7-Diethoxy-5-heptyn-4-ol A —r—
570 155.0 18.50 19.00
' m/z 158.05 18.31%
5000
‘ 111.0
m/z--> 50 100 150 200 250 300 18.50 19.00

SFAM-EPA-BM100521.M Wed Oct 13 17:05:55 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.701 8.86 ng/ul 1774580 Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauric anhydride 382 C24H4603 000645-66-9 43
2 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 40
3 Lauric anhydride 382 C24H4603 000645-66-9 37
4 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 32
5 Fumaric acid, 2-decyl hexyl ester 340 C20H3604 1000348-58-9 32

Abundance Scan 2867 (19.701 min): BM032467.D\data.ms (-2862) (- m/z 43.10 100.00%

43.1
183.2
5000
98.1
19 50 20 00
227 2 2853
0 ‘ ‘M“‘ li3s2) || 2272 2853380 ./ 18300  78.61%
mlz--> 50 100 150 200 250 300 350
Abundance #289521: Lauric anhydride
183.0
5000 TN ——
43.0 19.50 20.00
98.0 m/z 159.05  52.90%
O T h‘H \hm\HL“ ‘\“‘\‘ ‘\‘“ .\ \ T ‘}2\2\4.\.0\ ‘2\79.\0\ ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #165944: Dodecanoic acid, 2,3-dihydroxypropyl ester
57.0 98.0 188.0
——
19 50 20.00
5000 m z 57.10 39.57%
3 0 243.0
miz-> 50 100 150 200 250 300 350
Abundance #289520: Lauric anhydride
188.0 19 50 20 00
m/z 98.10 34.37%
5000
57.0
‘ 98.0
ol M [4lo100 | 224027003100 382, -
mlz--> 100 150 200 250 300 350 19 50 20.00

SFAM-EPA-BM100521.M Wed Oct 13 17:05:55 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.736 14.06 ng/ul 2817320 Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 38
2 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 27
3 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 25
4 Dodecanoyl chloride 218 C12H23Cl10 000112-16-3 16
5 Fumaric acid, hexyl 2-hexyl ester 284 C16H2804 1000348-74-5 16

Abundance Scan 2873 (19.736 min): BM032467.D\data.ms (-2870) (- m/z 43.10 100.00%

5000 1832
98.1
| H } ‘ ’ 955 2 19.50 20.00
ol bbb gl TV L 29923011 3951 4181 pyz 183. 50.93%
mlz--> 5 100 150 200 250 300 350 400
Abundance #165952: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)
43.0 188.0
98.0
5000 1 1
19 50 20 00
243.0 m/z 159.10 47 .80%
O\\“JH \‘H‘\m“‘\‘H\H\‘\”‘H\\‘\\l\J\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #165946: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.0
98.0
19 50 20 00
‘ 243.0
NI 1
miz-> 50 100 150 200 250 300 350 400
Abundance #165944: Dodecanoic acid, 2,3-dihydroxypropyl ester
57.0 188.0 19 50 20 00
m/z 158. 22.23%
134.0
5000
‘ 243.0
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

SFAM-EPA-BM100521.M Wed Oct 13 17:05:56 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Myristin, 2,3-diaceto-1- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.665 6.49 ng/ul 1299600 Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 91
3 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 91
4 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 53
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 38
Abundance Scan 3031 (20.665 min): BM032467.D\data.ms (-3027) - m/z 43.10 100.00%
43.1
159.1211.2
5000 98.1
— —
‘ H h 2831 20.50 21.00
ol Mm”‘ woth L 28313431 4001 475 ;159,10 66.76%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #292476: Myristin, 2,3-diaceto-1-
43.0
5000 159.0,,11 5 S —
98.0 20.50 21.00
‘ m/z 211.20 64.57%
0 \“‘\‘ ‘Il} ‘ Mr T ‘ } \H\ ™ T [T \3‘1\3\.‘9\ LN B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292474: Myristin, 1,3-diaceto-2-
159.0211.0
43.0 — —
20.50 21.00
5000 98.0 m/z 98.10 40.68%
i
RIVASEUY O D ™ v
miz--> 50 100 150 200 250 300 350 400 450
Abundance #292475: Myristin, 1,3-diaceto-2- —— —
43.0 20.50 21.00
m/z 57.10 37.01%
5000 159.0 211.0
98.0
0 \‘ | Hu”‘ d“ I M ||l 313 0 :

m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Hexadecanoic acid, 2,3-bis(... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.695 13.64 ng/ul 2732030 Chrysene-diz 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 83

2 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 78
3 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 68
4 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 58
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 45

Abundance Scan 3036 (20.695 min): BM032467.D\data.ms (-3033) (-

m/z 43.10 100.00%

43.1
159.1
5000
98.1 211.2
— —
| H ‘ 083 1 20.50 21.00
obeck bbbl 1 hh y. 283134113001 4891 ., 159,19  56.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #292473: Myristin, 2,3-diaceto-1-
43.0 159.0
211.0
5000 — ——
98.0 20.50 21.00
m/z 211.20  35.02%
Oi‘[‘J‘lJ“‘J‘ \H\\‘A\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #292476: Myristin, 2,3-diaceto-1-
43.0
—— —
20.50 21.00
5000 159.0,,1 ¢ m/z 98.10  29.36%
98.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es —— T
159.0 20.50 21.00
43.0 9
m/z 158.10  21.58%
98.0
5000
239.0
0 ‘HMJ Y S NS O N | S
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.518 7.87 ng/ul 1576190 Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 91
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 87
3 2,4-Difluorobenzoic acid, hexade... 382 C23H36F202 1000338-79-4 22
4 2,4-Difluorobenzoic acid, heptad... 396 C24H38F202 1000338-79-5 22
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 22
Abundance Scan 3176 (21.518 min): BM032467.D\data.ms (-3171) (-  m/z 43.10 100.00%
43.1
159.1
239.3
5000 08.1
( 2150 |
311.1 .
0 ‘ JH 1l A”'um b d 2o 4011 4780 p/7 159,05 80.36%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #310304: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy’
43.0
5000 — - :
21.50
980 159.0 2390 m/z 239.30  53.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
: : ‘
98.0 21.50
5000 m/z 98.10 42.56%
239.0
; M el A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #289276: 2,4-Difluorobenzoic acid, hexadecyl ester ‘
159.0 21 50
m/z 57.10  38.35%
5000
83.0
02 @N ‘\I\ \} J L. 224.0

m/z--> 50 100 150 200 250 300 350 400 450 500 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.547 14.25 ng/ul 2855350 Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 62
2 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 62
3 7-Methyl-1(2H)-isoquinolinone 159 C1@H9NO 026829-47-0 38
4 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 35
5 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 35
Abundance Scan 3181 (21.547 min): BM032467.D\data.ms (-3178) (-  m/z 43.10 100.00%
43.1
159.1
5000
98.1 239.3
T T
21.50
3113
ol H ! J}‘ Us‘\m b, kb T2 871042014891 /7 159.10  81.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
98.0
5000 —5 :
239.0 21.50
‘ m/z 239.30  35.79%
O ‘f!““\lNW‘AW\ \l‘\\‘\\\‘\‘\\\\‘\\\3\5‘5\)\0\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310304: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy’
43.0
T T
21.50
5000 m/z 98.10 34.69%
159.0
‘ 98.0 239.0
bty L L w00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #35655: 7-Methyl-1(2H)-isoquinolinone —
159.0 21.50
m/z 158.10 25.81%
5000
103. 0‘
0 H‘me'u“l, SN SMSBSUSE ) i VN A
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown-06 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.095 3.11 ng/ul 622146  Chrysene-d12 21.148
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dioctanoyl-sn-glycerol, O-ac... 386 C21H3806 1000452-09-1 35
2 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 30
3 3,7-Dimethyl-4,6-nonandione 184 C11H2002 1000374-12-6 30
4 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 30
5 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 30

Abundance Scan 3274 (22.094 min): BM032467.D\data.ms (-3270) (-  m/z 127.10 100.00%
57.1 12y.1

5000

o

243.2
T T
‘ | J} ‘ | LP 1.1, 311.1369.2 91.2549. oy
Ol b EER G Ly 3E11369.2431.1491.2549. /7 57,10 89.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292477: 1,2-Dioctanoyl-sn-glycerol, O-acetyl-
127.0
57.0
5000 == :
22.00
m/z 183.15 72.22%
243.0
liul 1850 | 3130
O‘\\J\\‘lfl%f‘\“f\\\‘1\\\’I\\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58653: 3,5-Heptanedione, 2,2,6,6-tetramethyl-

127.0
U \
43.0 22.00
5000 m/z 43.10 67.11%
of\.w.ulsﬁ-,f’,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58568: 3,7-Dimethyl-4,6-nonandione — ‘
127.0 22.00
m/z 243.15 39.24%
5000 57.0 M
o bhlly | gm0 ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Octadecanoic acid, 2-(acety... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.389 9.52 ng/ul 1887330 Perylene-di2 23.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 90
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 83
3 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 80
4 Octadecanoic acid, 2,3-bis(acety... 442 C25H4606 033599-07-4 64
5 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 50

Abundance Scan 3324 (22.389 min): BM032467.D\data.ms (-3320) - m/z 43.10 100.00%
43.1

159.1
5000
267.3
— —
22.00 22.50
lioblp 339.3
0k \‘ Lt | " b 228047505350 p/7 159,10 83.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322956: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)
43.0
159.0
5000 — S
267.0 22.00 22.50
m/z 98.10 43.16%
HLA‘ 382.0
O\J\“‘\‘i\\\‘\\\‘\‘H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
22.00 22.50
5000 m/z 57.10 40.30%
239.0
\‘ iH L L 355.0
0k “‘me”u i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322957: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy) = —
43.0 22.00 22.50
m/z 267.25 32.61%
159.0
5000 267.0
; Lo || amor L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Octadecanoic acid, 2,3-bis(... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.424 17.35 ng/ul 3439210 Perylene-di2 23.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2,3-bis(acety... 442 C25H4606 033599-07-4 64
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 58
3 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 50
4 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 47
5 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 35

Abundance Scan 3330 (22.424 min): BM032467.D\data.ms (-3327) - m/z 43.10 100.00%

43.1 159.1
5000
LD 267.3 A
22.50
339.3
ob “‘.\LJJQ ‘h A “M —— “u o A0L0 8041 m/z 159.1@  88.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322953: Octadecanoic acid, 2,3-bis(acetyloxy)propyl est
43.0
159.0
5000 T
267.0 22.50
m/z 98.10 32.82%
339.0
O\IJJ{“QE»IH \“\\‘\\‘\\‘\\\l\‘\\\\l‘\\\9\?\.(\)\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310300: Hexadecanoic acid, 2,3-bis(acetyloxy)propyl es
159.0
43.0
T
22.50
5000 m/z 57.10 25.88%
239.0
: libte, R I—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322956: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy) e
43.0 22.50
159.0 m/z 158.10  23.94%
5000
267.0
382.0
bl | L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32467.D

Acqg On : 12 Oct 2021 20:46
Operator : CG/JU

Sample : M4128-12

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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|
Octanoic acid 9.760 2.8 ng/ul 286316 2 10.395 2068010 20.0
Ethanol, 2-(2-b... 10.178 5.1 ng/ul 529584 2 10.395 2068010 20.0
1,2,3-Propanetr... 10.878 4.0 ng/ul 412534 2 10.395 2068010 20.0
n-Decanoic acid 12.554 2.4 ng/ul 377913 3 14.260 3098800 20.0
Dodecanoic acid 14.707 19.8 ng/ul 3067020 3 14.260 3098800 20.0
Octanoic acid, ... 17.265 19.7 ng/ul 3565040 4 16.983 3618960 20.0
unknown-01 17.318 35.7 ng/ul 6452380 4 16.983 3618960 20.0
7,9-Di-tert-but... 17.654 5.2 ng/ul 942929 4 16.983 3618960 20.0
Decanoic anhydride 18.577 4.0 ng/ul 721129 4 16.983 3618960 20.0
unknown-02 18.618 8.4 ng/ul 1528950 4 16.983 3618960 20.0
unknown-03 19.701 8.9 ng/ul 1774580 5 21.148 4006490 20.0
unknown-04 19.736 14.1 ng/ul 2817320 5 21.148 4006490 20.0
Myristin, 2,3-d... 20.665 6.5 ng/ul 1299600 5 21.148 4006490 20.0
Hexadecanoic ac... 20.695 13.6 ng/ul 2732030 5 21.148 4006490 20.0
Hexadecanoic ac... 21.518 7.9 ng/ul 1576190 5 21.148 4006490 20.0
unknown-05 21.547 14.3 ng/ul 2855350 5 21.148 4006490 20.0
unknown-06 22.095 3.1 ng/ul 622146 5 21.148 4006490 20.0
Octadecanoic ac... 22.389 9.5 ng/ul 1887330 6 23.288 3964010 20.0
Octadecanoic ac... 22.424 17.4 ng/ul 3439210 6 23.288 3964010 20.0
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