LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0OO7768.D

Acqg On : 29 Oct 2021 ©00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS Vvial : 25 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-BP102521.M
Title : SVOA CALIBRATION

Signal : TIC: BP@O7768.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.711 58 72 86 rBvV3 122955 660770 ©0.37% 0.185%
2 4.299 116 172 175 rBV2 1129451 10572979 5.92% 2.953%
3 4.881 256 271 285 rBV 276594 1208374 0.68% 0.337%
4 5.187 286 323 326 rVB 801428 5241282 2.94% 1.464%
5 5.734 361 416 418 rBV 1167018 10355027 5.80% 2.892%

6 6.405 523 530 541 rVB 148044 320576 ©
7 7.269 618 677 678 rBV3 1661299 15691562 8
8 7.928 778 789 796 rBV 829865 1322634 0.74%
9 8.028 798 806 811 rBV2 214710 404787 @
8.699 891 920 933 rBV 1342123 5372985 3

PO P~
w
o))
o]
R

11 9.087 979 986 996 rBV 155358 269128 0.15%
12 9.810 1102 1109 1116 rBV 125421 210674 0.12%
13 10.293 1142 1191 1194 rBV 2523385 18590788 10.41%
14 10.352 1197 1201 1211 rVB 199269 360590 0.20%

OOV
=
e}
N
R

15 10.528 1226 1231 1239 rVB 133410 206828 0.12% 058%
16 10.734 1257 1266 1273 rBV 1158174 1969049 1.10% ©.550%
17 11.575 1400 1409 1415 rBV2 379686 698702 ©.39% 0.195%
18 12.540 1568 1573 1585 rBV 144846 252798 0.14% 0.071%
19 12.904 1623 1635 1648 rBV 1567939 3867176 2.17% 1.080%
20 13.975 1811 1817 1823 rBV 388612 553878 ©0.31% ©.155%
21 14.257 1855 1865 1872 rVB 412405 630245 0.35% 0.176%
22 14.563 1912 1917 1922 rVV 1849039 2870680 1.61% ©0.802%
23 14.610 1922 1925 1940 rVB 823261 1211069 ©0.68% 0.338%
24 14.998 1986 1991 2005 rVB 608716 890255 0.50%  0.249%
25 15.557 2081 2086 2099 rVB 561580 857235 0.48% ©0.239%
26 15.675 2100 2106 2115 rBV 724190 1187692 0.67% 0.332%
27 15.745 2115 2118 2132 rVB2 82841 185649 0.10% ©.052%
28 15.951 2148 2153 2161 rVB3 115156 223170 0.13% 0.062%
29 16.545 2246 2254 2271 rBV 759630 1568907 0.88% 0.438%
30 16.781 2280 2294 2320 rBV2 8464719 26305368 14.73% 7.346%
31 17.269 2368 2377 2381 rBV2 770215 1188010 0.67% ©.332%
32 17.322 2381 2386 2397 rVB 2321032 3488738 1.95% 0.974%
33 17.416 2397 2402 2410 rVB 586334 820742 0.46% 0.229%
34 17.510 2414 2418 2424 rBV 389812 580534 0.33% 0.162%
35 17.998 2494 2501 2505 rBV5 94080 214362 0.12% ©.060%

36 18.187 2517 2533 2534 rBV2 669787 2243228 1.26% 0.626%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0OO7768.D

Acqg On : 29 Oct 2021 ©00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS Vvial : 25 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-BP102521.M
Title : SVOA CALIBRATION

37 18.363 2535 2563 2607 rVB3 27615574 178524030 100.00% 49.855%
38 18.710 2619 2622 2630 rVB3 152226 243433 0.14% ©0.068%
39 18.881 2648 2651 2664 rVB 310109 512476 ©.29% 0.143%
40 19.392 2728 2738 2747 rBV2 4392063 13107174 7.34% 3.660%

41 19.486 2747 2754 2777 rVV2 13266923 25120933 14.07% 7.015%

42 19.657 2779 2783 2789 rVB 751761 1016210 0©.57% 0.284%
43 19.857 2814 2817 2823 rBV2 153927 241868 ©.14% 0.068%
44 19.916 2824 2827 2840 rVB3 189379 406115 0.23% 0.113%
45 20.416 2909 2912 2919 rBV2 305742 443610 0.25% 0.124%
46 20.516 2923 2929 2941 rBV2 2520861 4222689 2.37% 1.179%
47 21.328 3063 3067 3071 rBV 453384 496653 0.28% 0.139%
48 21.410 3076 3081 3095 rBV 2877558 4370414  2.45% 1.220%
49 23.692 3463 3469 3476 rVB2 495422 974579  @.55% 0.272%
50 23.851 3489 3496 3508 rVB2 2178743 4351498 2.44%  1.215%
51 27.227 4063 4070 4083 rVB3 456873 1460729 0.82%  0.408%

Sum of corrected areas: 358088882
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X
Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BPO07768.D\data.ms

2.5e+07
2e+07
1.5e+07
1le+07

5000000

79 8.699 10.293
5.734 : 10.734
78%0

4.299 5.187 /{L
3.711 4.881> 6.405 : 9.087 9.810 10,8652 11.575
[ M\“\ T \/\R‘/\\L\ L T e e s s e B [0 e LI e e s s R \f‘qu\W%—ﬁ

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07768.D\data.ms

18.863
2.5e+07

2e+07

1.5e+07 19.486

le+07 16.781

5000000
20.5:

17.322
12.904
12.540 A 13. 91& 25 jfﬁﬁlom 998 1&&%@51 16. 54 17%@0 17.48 gt @8l Mi{k

L e S B R
Time—> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 1950 20.00

Abundance TIC: BPO07768.D\data.ms

2.5e+07
2e+07
1.5e+07
1le+07

5000000
21.410 23.851
21.3#8 23.6% 27.227

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Propanoic acid, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.711 9.99 ng/ul 660770 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49
Abundance  Scan 72 (3.711 min): BP007768.D\data.ms (-58) (-) m/z 43.05 100.00%
A M
REma e
207.0 3.40 3.60 3.80 4.00
Ol ] 147.0207.0 281.93407 404.8 47545401 n/; 41.10  55.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 [T T T T i rrrry
3.40 3.60 3.80 4.00
m/z 73.00 47.22%
O‘\\‘L\J‘L\\l\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl-
43.0
REma A
3.40 3.60 3.80 4.00
5000 m/z 39.00 22.21%
oLl

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

Abundance #2319: Propanoic acid, 2-methyl- T T

43.0 3.40 3.60 3.80 4.00
m/z 45.00 19.34%
5000 J
O\J*J AR A e aEa

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 2 Butanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.299 159.88 ng/ul 10573000 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 91
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 56
5 Pentanoic acid 102 C5H1002 000109-52-4 40
Abundance Scan 172 (4.299 min): BP007768.D\data.ms (-116) (-) m/z 60.00 100.00%
60.0

.

5000
e
m 4.00 4.20 4.40 4.60
ob ALl 1329 20802676 3450 428748655461 1/, 73.00  36.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 L L B B B R
4.00 4.20 4.40 4.60
m/z 42.05 23.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0
 E  AREEEEEEN LSS
4.00 4.20 4.40 4.60
5000 m/z 41.05 22.16%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid e
60.0 4.00 4.20 4.40 4.60
m/z 45.00 18.62%
5000 A
o_‘ut‘h“ A P T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X
Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Butanoic acid, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.881 18.27 ng/ul 1208370 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 56
Abundance Scan 271 (4.881 min): BP007768.D\data.ms (-256) (-) m/z 60.00 100.00%
60.0

?

5000
R R
H ‘ 4.60 4.80 5.00 5.20
Olprrrkily [11881768 2809 35514145 5270 n/z 43.65  37.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L L B B BN R
4.60 4.80 5.00 5.20
m/z 41.05 35.05%
O‘\\H‘f“lljf\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4825: Butanoic acid, 3-methyl-
60.0
R R
4.60 4.80 5.00 5.20
5000 m/z 45.05 23.72%
o""\Hm‘ww_‘H,‘HwH‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl- R e AAAREREREES
60.0 4.60 4.80 5.00 5.20
m/z 87.05 21.48%
5000 /ﬂ\
o'H', S RRans R REJEEEEE o n
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X
Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Butanoic acid, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.187 79.26 ng/ul 5241280 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
Abundance Scan 323 (5.187 min): BP007768.D\data.ms (-286) (-) m/z 74.05 100.00%
74.0
5000

T T T TR
‘ 4.80 5.00 5.20 5.40 5.60

- Mrh I|, 14892070 2038 3825 45775262 ./, 5719  51.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 BEEENEEEEE R

4.80 5.00 5.20 5.40 5.60
m/z 41.10 45.38%

[e
‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0

4.80 5.00 5.20 5.40 5.60

o

5000 ITI/Z 87.00 26.26%
0151"!'\\“‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl- e
74.0 4.80 5.00 5.20 5.40 5.60

m/z 45.00 18.74%

gl A/

B PN N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Pentanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.734 156.58 ng/ul 10355000 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Pentanoic acid 102 C5H1002 000109-52-4 78
4 Butanoic acid 88 (C4H802 000107-92-6 74
5 Hexanoic acid 116 C6H1202 000142-62-1 72
Abundance Scan 416 (5.734 min): BP007768.D\data.ms (-361) (-) m/z 60.00 100.00%
60.0

~

5000
R A BERANREREE
‘IH 5.40 5.60 5.80 6.00
ob M), 1291 20892669 3558 46065187 ., 7309  44.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 T T T T[T T T T T T [TTTT]
5.40 5.60 5.80 6.00
’ m/z 41.10 19.45%
O‘\\“\J\m“‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
R AR R RS
5.40 5.60 5.80 6.00
5000 m/z 45.00 15.68%
0“”‘,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4775: Pentanoic acid e
60.0 5.40 5.60 5.80 6.00
m/z 55.05 13.95%
- A
oH'\““ A = aaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M

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 Pentanoic acid, 2-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.405 4.85 ng/ul 320576 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
Abundance Scan 530 (6.405 min): BP007768.D\data.ms (-523) (-) m/z 74.05 100.00%
74.0
5000 /\\

4| 1580 2080 2 6.00 6.20 6.40 6.60 6.80
MLL1 1330 2080 280.9 3549 430.7489.1547. ./, 43,19  30.15%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9230: Pentanoic acid, 2-methyl-
74.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

6.00 6.20 6.40 6.60 6.80
m/z 41.05 18.55%

lS-H\ ¥

O‘\\\\‘\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
PO T
6.00 6.20 6.40 6.60 6.80
5000 m/z 87.00 17.79%
OLS'MMJ,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9228: Pentanoic acid, 2-methyl- P T T
74.0 6.00 6.20 6.40 6.60 6.80
m/z 73.00 13.99%
OH”,“

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60 6.80

SFAM-EPA-BP102521.M Mon Nov 01 00:12:42 2021 Page: 9



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\BP102821\
BP0O7768.D

29
: CG/JU
: M4281-09DL 5X

. 25

Oct 2021 ©0:06

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 7 Hexanoic acid, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.028 6.12 ng/ul 404787 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 83
2 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 83
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 83
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 83
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
Abundance Scan 806 (8.028 min): BP007768.D\data.ms (-798) (-) m/z 74.05 100.00%
74.0
5000 /ﬁ
R REREEER RS
” " 7.80 8.00 8.20 8.40
b b 132.9 2089 28163409 418.1 5000 p/; g7.85  28.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15421: Hexanoic acid, 2-methyl-
74.0
5000 I L UL R R
7.80 8.00 8.20 8.40
’ m/z 43.05 25.20%
Ol‘-\s\.pj[‘“\%\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60722: Decanoic acid, 2-methyl-
74.0
R
7.80 8.00 8.20 8.40
5000 m/z 41.05 25.06%
M 143.0
L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15431: Hexanoic acid, 2-methyl- B AmanEE A S
74.0 7.80 8.00 8.20 8.40
m/z 73.05 17.69%
o“““" e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP102521.M Mon Nov 01 00:12:43 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X
Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: 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 Octanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.293 188.83 ng/ul 18590800 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid 144 C8H1602 000124-07-2 83
4 Octanoic acid 144 C8H1602 000124-07-2 78
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1191 (10.293 min): BP007768.D\data.ms (-1142) (-
60.0

m/z 59.95 100.00%

B

5000
— —
H “ L oo 10.00 10.50
ob LL1eo0 2081 280834084000a5085181 1y 7365  75.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 —r —
10.00 10.50
m/z 41.05 40.91%
|14 heso

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

o

Abundance #24059: Octanoic acid
60.0
™
10.00 10.50
5000 m/z 43.05 39.29%
ool e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24058: Octanoic acid — —F—
60.0 10.00 10.50
m/z 55.05 36.73%
5000
ok iy} sa
b e e e e e —r ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

SFAM-EPA-BP102521.M Mon Nov 01 00:12:43 2021

Page:
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\

Data File : BP@07768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 9 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.528 2.10 ng/ul 206828 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72

Abundance Scan 1231 (10.528 min): BPO07768.D\data.ms (-1226) (- m/z 57.10 100.00%
57.1

5000

-

\|1320 207.9 10.50
ol LITTE S 2079 2829 354.94153479.35382 ./, 45,10 89.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 o ‘
10.50
‘ m/z 41.10 37.65%
J 132.0
O‘\m\\J‘I‘J\h\“\‘nF\\\“\’\H\’\H\‘\H\‘HH‘\H\‘\H\‘\H\‘H\\‘\

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

o

Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
* T
10.50
5000 ITI/Z 75.10 19.94%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- e ‘
57.0 10.50
m/z 56.05 15.18%
5000
ol‘m.n.mm‘ )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP102521.M Mon Nov 01 00:12:44 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Nonanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.575 7.10 ng/ul 698702  Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 91
3 Nonanoic acid 158 C9H1802 000112-05-0 90
4 Nonanoic acid 158 C9H1802 000112-05-0 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 80

Abundance Scan 1409 (11.575 min): BPO07768.D\data.ms (-1400) (- m/z 59.95 100.00%
60.0

—

5000
1r91 1 T
} 11.50
o ML 2070 2ss1308 a3 s0as L saes o1am
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
5000 T :
11.50
H ]fgo ITI/Z 57.05 59.21%
O‘\\‘YU‘I}\l\‘”\“"‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0
=T \
11.50
5000 m/z 41.05 48.43%

129.0
JJF

|

-

O R A R R A RRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35299: Nonanoic acid T

60.0 11.50

m/z 55.05 45.24%
5000

H 1f90

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP102521.M Mon Nov 01 00:12:45 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Hydrocinnamic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

12.540 2.57 ng/ul 252798 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 96
2 Hydrocinnamic acid 150 CS9H1e02 000501-52-0 96
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 91
4 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 90
5 Benzenepropanoic acid, silver(1+... 256 C9H9Ag02 075112-79-7 83

Abundance Scan 1573 (12.540 min): BPO07768.D\data.ms (-1568) (-~  m/z 91.05 100.00%

91.0
5000
150.0
R T
’ 12.50
O kbddi] | 20690 283.13426400.54615 5308 ./, 164.05 57.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28265: Hydrocinnamic acid
91.0
5000 —— i
150.0 12.50
m/z 150.00  33.13%
02\?\.9{‘\\\\"\\"J\\\l\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28272: Hydrocinnamic acid
91.0
R \
12.50
5000 150.0 m/z 77.05 18.06%
0 HU;\A\JLJwgw""""H"‘H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28270: Hydrocinnamic acid ——
91.0 12.50
m/z 105.05  18.05%
D
O_F%WW b b e e e e e e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50

SFAM-EPA-BP102521.M Mon Nov 01 00:12:46 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.904 26.94 ng/ul 3867180  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1635 (12.904 min): BPO07768.D\data.ms (-1623) (- m/z 73.00 100.00%
740

>

5000
N
Ll 0 208.0267.0 : v
0L 208,0207.0 341.9400.5 474.3 5435 m/z 60.05  98.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
5000 T

13.00
m/z 41.05 53.04%

L f5

O‘\\\\" \\‘\!1\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0
T
13.00
m/z 55.10 48.40%
5000 129.0
O}H,“MMH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46961: n-Decanoic acid T
60.0 13.00
m/z 43.10 45.67%
5000
129.0
ol L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00

SFAM-EPA-BP102521.M Mon Nov 01 00:12:47 2021 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
BP0O7768.D

: 29 Oct 2021 ©00:06
: CG/JU
: M4281-09DL 5X

: 25  Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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 Dodecanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.998 6.20 ng/ul 890255  Acenaphthene-die 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1991 (14.998 min): BP007768.D\data.ms (-1986) (-

m/z 73.10 100.00%

-
—

5000
157.1
| th | oo
oMbl gL | 2508 3268 4330 5144 ./, 6g.00 87.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 15.00
m/z 41.05 55.77%
e
O\\ L | M\ \h \

I H‘\\H‘\\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

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

ER

Abundance #75713: Dodecanoic acid
73.0
15.00
5000 ITI/Z 43.05 55.54%
L 200.0
O‘Hyhl \W$wa‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75717: Dodecanoic acid _—
73.0 15.00
m/z 55.05 54.48%
5000
200.0
oLS-*L\ \Mm\ ZAS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

SFAM-EPA-BP102521.M Mon Nov 01 00:12:48 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.545 8.99 ng/ul 1568910 Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dihydro-2,5-dimethoxy- 130 C6H1003 000332-77-4 27
2 6-Undecanone 170 C11H220 000927-49-1 27
3 6-Undecanone 170 C11H220 000927-49-1 27
4 Thiazole, 5-ethenyl-4-methyl- 125 C6H7NS 001759-28-0 25
5 Ethyl 4-(ethyloxy)-2-oxobut-3-en... 172 C8H1204 1000305-38-2 22

Abundance Scan 2254 (16.545 min): BPO07768.D\data.ms (-2246) (- m/z 43.05 100.00%

3.0
125.1
5000
1 T
Libiul ] om0
ol Ml ) ||, 20702679 372.4 4609 5396 n/; 71.10  79.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15235: Furan, 2,5-dihydro-2,5-dimethoxy-
99.0
5000 —— ‘
41.0 16.50
m/z 99.05 67.19%
O‘\\“’\“"“\‘f\l\ \\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45377: 6-Undecanone
43.0
T T
16.50
5000 ITI/Z 69.05 65.48%
H 114.0
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45366: 6-Undecanone — ‘
43.0 16.50
m/z 55.05 60.89%
5000
1 114.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

SFAM-EPA-BP102521.M Mon Nov 01 00:12:49 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.781 150.80 ng/ul 26305400 Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2294 (16.781 min): BPO07768.D\data.ms (-2280) (- m/z 73.05 100.00%
73.0

5000

I

185.1
— —
| “H | 16.50 17.00
o hllllhid [ L] pS6.1 3269 401045025187 1/, 6o 00 s0.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
5000 1650  17.00
185.0 : :

m/z 43.10 65.32%

is0l, W |n L l

O‘\\\\‘ \\ f\\\‘\\\\‘1\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109280: Tetradecanoic acid
73.0
— —
16.50 17.00
5000 228.0 m/z 41.05 64.96%
ik
ol Ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109282: Tetradecanoic acid —A =T
73.0 16.50 17.00
m/z 55.10 64.72%
5000 228.0
Mindl
oSO L e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.269 6.81 ng/ul 1188010 Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nitro-1,3-phenylenediamine 153 C6H7N302 005131-58-8 38
2 Furazano[3,4-b]pyrazin-5-0l, 6-a... 153 C4H3N502 211919-08-3 38
3 7-Oxabicyclo[2.2.1]hept-2-ene-2,... 212 C10H1205 017310-94-0 35
4 4-Nitro-1,3-phenylenediamine 153 C6H7N302 005131-58-8 35
5 4-Nitro-1,3-phenylenediamine 153 C6H7N302 005131-58-8 30
Abundance Scan 2377 (17.269 min): BPO07768.D\data.ms (-2368) (-~ m/z 153.00 100.00%
153.0
55.1
5000
— ——
I “H) Wbk 2671 ssa s 10 98
o} W,H'Uw‘wm"m"m_“35‘53”““2‘9‘?‘459‘9?4?‘ m/z 55.10  78.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30532: 4-Nitro-1,3-phenylenediamine
158.0
80.0
5000 — \JFJ‘%
17.00 17.50
‘ m/z 81.05 65.44%
L5.04 i |
O‘\\Qll\l]“\“\\l!“”\Il\‘\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30472: Furazano[3,4-b]pyrazin-5-ol, 6-amino-

153.0
S R e
17.00 17.50

s000] 30 m/z 41.10 44.33%

I

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

Abundance #89130: 7-Oxabicyclo[2.2.1]hept-2-ene-2,3-dicarboxylic a — —F—
153.0 17.00 17.50

m/z 67.10  43.30%

do L

0_J‘J\,\m‘mwuwm“mwm‘_m_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 1750

o

5000

28.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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 Pentadecanoic acid Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
17.510 3.33 ng/ul 580534  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2418 (17.510 min): BP0O07768.D\data.ms (-2414) (-

m/z 73.05 100.00%

%

5000
199.1
i .
ob MMLLLERLL | || 2649 3549 42574389509, |/, co 0p  79.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000 ——
17.50
199.0 m/z 43.10 71.64%

solblllisso)

prrt ’ i WIH‘\\H‘\\H‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\

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

o

3

Abundance #126203: Pentadecanoic acid
73.0
\ \
17.50
5000 ITI/Z 55.10 66.57%
143.0 242.0
o(\, MmN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid ——
73.0 17.50
m/z 57.05 59.23%
5000 185.0 MW
oh L4 HHH!\ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 (E)-Hexadec-9-enoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.186 12.86 ng/ul 2243230  Phenanthrene-die 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 96
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 96
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 cis-Vaccenic acid 282 (C18H3402 000506-17-2 91
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90

Abundance Scan 2533 (18.186 min): BP007768.D\data.ms (-2517) (-~ m/z 55.10 100.00%
55.1

.

5000
5.0 18
l M | lﬁ 236.2 9713551 4202  537.0 18.00 18.50
Ol Ly L 29718551 4292 5370 n/; 1.1 62.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 — ——
18.00 18.50
m/z 69.10 55.27%
OHJ’JH‘\ \\Jhwlw‘l\\\\“‘Yzf:?,\?‘(?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
— —
18.00 18.50
5000 m/z 43.10 52.02%
lige,., 250
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid —— T
55.0 18.00 18.50
m/z 83.10 47.91%
5000
H‘ 236.0
o_‘w,lu”"J"ml{umnwmw‘w_m_m_mww — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.363 1023.43 ng/ul 178524000 Phenanthrene-di10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2563 (18.363 min): BP007768.D\data.ms (-2535) (- m/z 73.10 100.00%

73.1 '
213.2
5000
— =
il
ol HH“J“ J ‘ ‘HW“?"1‘5‘3_3‘59“3“':47‘35037 ~ m/z 60.10 77.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 ]
18.00 18.50
H 213.0 m/z 43.10 71.77%
O\\i“ \l\‘i“m‘\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
— T
256.0 18.00 18.50
5000 m/z 55.10 66.66%
H 157.0
okl l'HlH"‘“ m““““
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid — =
43.0 18.00 18.50
m/z 41.10 64.72%
5000 256.0
129.0
AT S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\

Library Search Compound Report

Data File : BP@07768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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 20 Octadecanoic acid Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
18.881 2.94 ng/ul 512476  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Heptadecanoic acid 270 C17H3402 000506-12-7 95
3 Heptadecanoic acid 270 C17H3402 000506-12-7 95
4 Heptadecanoic acid 270 C17H3402 000506-12-7 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 2651 (18.881 min): BPO07768.D\data.ms (-2648) (-  m/z 73.05 100.00%

73.0
5000
227.2 - i
“‘ \\ \ 18.50 19.00
oH\'MHl‘\‘“uwwm\‘iw?h““‘”§569 A4T25060  pm/z 43.10  82.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 — —
18.50 19.00
H 1850  284.0 m/z 60.00 74.51%
O\"\H“"1"\“1”\“\\H‘\\\\‘\\\f‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161156: Heptadecanoic acid
43.0
— ——
18.50 19.00
m/z 55.10 67.81%
5000 270.0
129.0
ol e |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161157: Heptadecanoic acid — —
73.0 18.50 19.00
m/z 57.10 66.23%
270.0
5000
‘ H 171.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 21 Oleic Acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.392 59.98 ng/ul 13107200 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 98
2 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 96
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 86

Abundance Scan 2738 (19.392 min): BPO07768.D\data.ms (-2728) (- m/z 55.10 100.00%

55.1
5000
B e
”” 264.1 19.00 19.50
ol ALY MA#mw"Hu‘i"33%3“ﬁ¥§}42425§51 m/z 69.10  73.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176205: Oleic Acid
41.0
5000 — —
19.00 19.50
m/z 41.10 59.50%
()l l[\f’\‘ﬁﬂhm“"026l40“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
B e
19.00 19.50
5000 ITI/Z 83.10 55.52%
’ 264.0
o_“‘ ’“”"W'm,w A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176224: 9-Octadecenoic acid, (E)- = —
55.0 19.00 19.50
m/z 97.10 47 .36%
5000
' ‘ 264.0
o"HJ‘L"h'“‘“u‘mulﬁw}umww‘Huwwawm‘w“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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 22 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.486 114.96 ng/ul 25120900 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2754 (19.486 min): BP0O07768.D\data.ms (-2747) (-

m/z 73.10 100.00%

5000

5

241.2
183.
e
0 |,‘ ML) | 343.2401.9461.05190 /7 43,16 81.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 R
19.50
’ ‘ 284.0 m/z 55.10 81.10%
O‘\\"\ " \’\h”\“\hl\{‘l\\‘\\“Wl\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

:

Abundance #179093: Octadecanoic acid
73.0
19.50
5000 284.0 m/z 60.85  77.83%
185.0
oli, ‘I‘H”\“\
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 57.10 70.29%
5000
185.0 284.0
o_w"k‘,‘ HwmJM‘Hw“_m_Wwwww =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 23 9-Heptadecanone Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

20.416 2.03 ng/ul 443610  Chrysene-di12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Heptadecanone 254 C17H340 000540-08-9 83
2 Cyclododecanone 182 C12H220 000830-13-7 53
3 Cyclododecanone 182 C12H220 000830-13-7 50
4 Cyclododecanone 182 C12H220 000830-13-7 45
5 Cyclododecanone 182 C12H220 000830-13-7 42

Abundance Scan 2912 (20.416 min): BPO07768.D\data.ms (-2909) (-  m/z 55.10 100.00%

55.1
5000
1411
——
20.50
o ALl “}“H}V'MRM 2830 35504158 5031 ., 7110 86.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141019: 9-Heptadecanone
71.0
141.0
5000 R
20.50
‘ m/z 43.10 84.07%
O\\‘\‘\“‘“‘\m\“‘\i\“\l\“’\\\‘2\%\]-\.9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56833: Cyclododecanone
58.0
——
20.50
5000 ITI/Z 57.10 82.07%
182.0
M)
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56830: Cyclododecanone —
41.0 20.50
m/z 41.10 68.45%
5000
98.0
ik, =
0k _“!wh‘w‘w\_m‘mW‘H‘mwuu‘m‘_m_uw e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 24 unknown-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.516 19.32 ng/ul 4222690 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4-amine 169 C12H11N 000092-67-1 43
2 4-Pyridinol, 2,6-dimethyl-3-[met... 169 C8H11NOS 1010251-72-8 38
3 Fumaric acid, 3,3-dimethylbut-2-... 270 C15H2604 1000348-70-3 35
4 2-Aminobiphenyl 169 C12H11N 000090-41-5 35
5 Benz[cd]indol-2(1H)-one 169 C11H7NO 000130-00-7 35

Abundance Scan 2929 (20.516 min): BPO07768.D\data.ms (-2923) (- m/z 169.10 100.00%

169.1
55.1
5000
I w50
269.3 '
ouu"w}mffm b fop 3410 4291 4965 /7 55,10 53.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44519: [1,1'-Biphenyl]-4-amine
169.0
5000 —— ‘
20.50
m/z 69.10 43.77%
o270 0
\\\‘f\\f{\\W\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44769: 4-Pyridinol, 2,6-dimethyl-3-[methylthio]-
169.0
T T
20.50
5000 ITI/Z 57.10 35.18%
0 m“"m'ﬁum ‘ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160726: Fumaric acid, 3,3-dimethylbut-2-yl pentyl ester e ‘
100.0 169.0 20.50
' m/z 43.10 33.80%
B NJK\V
OM Lomso S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample : M4281-09DL 5X

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 25 Tetradecanoic acid, hexadec... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.227 6.71 ng/ul 1460730 Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 90
2 Tetradecanoic acid, octadecyl ester 480 C32H6402 003234-81-9 87
3 Tetradecane, 1,1'-thiobis- 426 C28H58S 035599-83-8 59
4 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 58
5 4-Acetyl-2,3-0-acetone-d-mannosan 244 C11H1606 014440-55-2 53

Abundance Scan 4070 (27.227 min): BPO07768.D\data.ms (-4063) (- m/z 229.20 100.00%

229.2
57.1
5000
—— =
‘ }Hzgo | 29733551 27.00 27.50
obr kbt L] 4 2073355.1415.0 480.4538.1 /0 og 10 56.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326478: Tetradecanoic acid, hexadecyl ester
229.0
57.0
5000 S —

27.00 27.50
m/z 43.10 46.64%

M HH\ \.A\u..uH 297.0 367.0 +°20

O‘\\\\ f\\\ f\\f‘\\\f\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334204: Tetradecanoic acid, octadecyl ester
43.0 229.0
—r —
27.00 27.50
5000 m/z 55.10  35.79%
H 480.0
o"‘J‘g\MHw‘.w..‘l‘ﬁ)\x‘J‘%?T:?w%%l‘-em,w_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316464: Tetradecane, 1,1'-thiobis- —— —
229.0 27.00 27.50
m/z 83.10 35.44%
1 ”\“wdemj/\kww”&w/\w
426.0
O\HI""hhlq, T N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0OO7768.D

Acqg On : 29 Oct 2021 00:06
Operator : CG/JU

Sample ¢ M4281-09DL 5X

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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|

Propanoic acid,... 3.711 10.0 ng/ul 660770 1  7.928 1322630 20.0
Butanoic acid 4.299 159.9 ng/ul 10573000 1  7.928 1322630 20.0
Butanoic acid, 4.881 18.3 ng/ul 1208370 1 7.928 1322630 20.0
Butanoic acid, ... 5.187 79.3 ng/ul 5241280 1  7.928 1322630 20.90
Pentanoic acid 5.734 156.6 ng/ul 10355000 1 7.928 1322630 20.0
Pentanoic acid,... 6.405 4.8 ng/ul 320576 1 7.928 1322630 20.0
Hexanoic acid, 8.028 6.1 ng/ul 404787 1 7.928 1322630 20.0
Octanoic acid 10.293 188.8 ng/ul 18590800 2 10.734 1969050 20.0
Ethanol, 2-(2-b... 10.528 2.1 ng/ul 206828 2 10.734 1969050 20.0
Nonanoic acid 11.575 7.1 ng/ul 698702 2 10.734 1969050 20.0
Hydrocinnamic acid 12.540 2.6 ng/ul 252798 2 10.734 1969050 20.0
n-Decanoic acid 12.904 26.9 ng/ul 3867180 3 14.563 2870680 20.0
Dodecanoic acid 14,998 6.2 ng/ul 890255 3 14.563 2870680 20.0
unknown-01 16.545 9.0 ng/ul 1568910 4 17.322 3488740 20.0
Tetradecanoic acid 16.781 150.8 ng/ul 26305400 4 17.322 3488740 20.0
unknown-02 17.269 6.8 ng/ul 1188010 4 17.322 3488740 20.90
Pentadecanoic acid 17.510 3.3 ng/ul 580534 4 17.322 3488740 20.0
(E)-Hexadec-9-e... 18.186 12.9 ng/ul 2243230 4 17.322 3488740 20.0
n-Hexadecanoic ... 18.363 1023.4 ng/ul 178524000 4 17.322 3488740 20.0
Octadecanoic acid 18.881 2.9 ng/ul 512476 4 17.322 3488740 20.0
Oleic Acid 19.392 60.0 ng/ul 13107200 5 21.410 4370410 20.0
unknown-03 19.486 115.0 ng/ul 25120900 5 21.410 4370410 20.0
9-Heptadecanone 20.416 2.0 ng/ul 443610 5 21.410 4370410 20.0
unknown-04 20.516 19.3 ng/ul 4222690 5 21.410 4370410 20.90

7 6 0

Tetradecanoic a... 27.227 6. ng/ul 1460730 23.851 4351500 20.
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