LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acqg On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS Vvial : 28 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-BM070621.M
Title : SVOA CALIBRATION

Signal : TIC: BM@30851.D

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

# min  scan scan scan TY height area % max. total
1 3.258 25 29 37 rBV 26983 36313 ©.31% ©0.069%
2 3.675 97 100 121 rBV 224655 468831 3.99% 0.895%
3 6.928 646 653 669 rBV 389599 647360 5.51% 1.236%
4 7.098 675 682 694 rBV 295521 475897 4.05%  0.909%
5 7.298 708 716 726 rBV 412705 684086 5.82% 1.307%
6 7.763 788 795 803 rBV 361737 573303 4.88% 1.095%
7 8.463 907 914 927 rBV 441259 713160 6.07% 1.362%
8 8.916 983 991 1002 rBV 328161 563169 4.79% 1.076%
9 9.634 1107 1113 1126 rBV 259994 452110 3.85% 0.864%
10 10.169 1197 1204 1216 rBV 385561 701247 5.97% 1.339%
11 10.357 1231 1236 1253 rBV 24158 71918 0.61% 0.137%
12 10.545 1261 1268 1278 rVB 460439 758245 6.45% 1.448%
13 10.686 1284 1292 1314 rBV 339347 668467 5.69% 1.277%
14 13.804 1816 1822 1838 rBV 562162 826997 7.03% 1.580%
15 14.086 1860 1870 1881 rBV 727702 1096107 9.32%  2.094%

16 14.392 1915 1922 1931 rBV 607484 885026
17 14.598 1949 1957 1980 rBV 201382 479690  4.08%
18 15.386 2084 2091 2100 rBV 867283 1296182 11.03%
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19 15.510 2107 2112 2128 rBV 226623 350182 2.98% 669%
20 15.621 2128 2131 2140 rVB3 10977 16365 0.14% 031%
21 16.533 2278 2286 2293 rBV6 8056 24985 0.21% ©0.048%
22 17.004 2361 2366 2370 rBV 20823 26035 0.22% 0.050%
23 17.133 2381 2388 2396 rBV 640426 921363 7.84%  1.760%
24 17.227 2396 2404 2415 rVV 968018 1426332 12.13% 2.724%
25 17.898 2514 2518 2522 rBV6 6680 12128 ©0.10% ©0.023%
26 18.021 2534 2539 2550 rBV 104311 168870 1.44% 0.323%
27 18.445 2607 2611 2614 rBV2 13629 19412 0.17% ©0.037%
28 19.156 2728 2732 2735 rBV 16832 22973 0.20% 0.044%
29 19.304 2753 2757 2764 rVB3 31968 46779 0.40% ©0.089%
30 19.404 2771 2774 2779 rBV 10824 15022 0.13% 0.029%
31 19.521 2788 2794 2802 rBV 1794126 2306576 19.62%  4.405%
32 20.515 2958 2963 2968 rBV 248995 286300 2.44%  0.547%
33 20.915 3027 3031 3036 rBV3 52155 68856 ©.59% 0.132%
34 21.009 3043 3047 3056 rBV 196665 288544  2.45% ©.551%
35 21.162 3069 3073 3078 rVB 306085 354619 3.02% ©.677%

36 21.245 3083 3087 3092 rBV 612719 749307 6.37% 1.431%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acqg On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS Vvial : 28 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-BM070621.M
Title : SVOA CALIBRATION
37 21.303 3092 3097 3106 rVB 758592 1010343 8.59%  1.930%
38 21.727 3166 3169 3174 rVB 93620 117214 1.00% ©.224%
39 21.897 3195 3198 3210 rVB3 85813 139246 1.18% 0.266%
40 22.474 3293 3296 3303 rVB 121861 158551 1.35% ©.303%
41 23.409 3448 3455 3467 rVB 1779479 3391230 28.85% 6.477%
42 23.550 3473 3479 3488 rVB2 590978 1124309 9.56% 2.147%
43 24.644 3656 3665 3675 rVB 1836959 4030136 34.28% 7.697%
44  24.844 3692 3699 3711 rVB5 262941 738631 6.28% 1.411%
45 27.556 4146 4160 4174 rVB 3380461 11388836 96.88% 21.752%

46 27.921 4208 4222 4240 rBV2 3337119 11755913 100.00% 22.453%

Sum of corrected areas: 52357165
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Jul 2021 10:56
: CG/IU
: M2854-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
BM@30851.D

: 28  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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TIC: BM030851.D

69284298 7763 819 goig 9634 10. 16&035\)4386

o
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19.521
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510 20.51
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Time-->
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3000000
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Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 1700 17.50 1800 18,50 19.00 19.50 20.00
TIC: BM030851.D

217pR97 22474

21.00 21.50 22.00 2250 23.00 23.50 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\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.020 3.67 ng/ul 168870  Phenanthrene-die 17.133
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2539 (18.021 min): BM030851.D\data.ms (-2534) - m/z 73.00 100.00%

43.1 73.0
5000
129.0
213.2 :

171.1 256.1 18.00
e

m/z 43.10 96.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549:n-Hexadecanok:add

5000 129.0 |
18.00
: 570 2130 2560 m/z 60.00  91.34%
O\’HH“\‘H

m/z--> 20 40 60 80 100120140160180200220240260280

o

%

Abundance #107548: n-Hexadecanoic acid
43.0 73.0
U \
18.00
5000 256.0 ITI/Z 40.95 72.74%
129.0
213.0
WINT T
0‘“jmukm”wm‘d w‘NL‘M‘W‘H_‘H‘LHWH‘WHHW‘HJW‘HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107547: n-Hexadecanoic acid T
43.0 73.0 18.00

m/z 57.05 70.74%

5000 WVA\MA%JWMAM
129.0
256.0
213.0
0 ‘ ‘H M u\“ hH i ‘ 1570 | st

m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexanedioic acid, dioctyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.520 5.67 ng/ul 286300  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
4 Diisooctyl adipate 370 C22H4204 001330-86-5 87
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 78
Abundance Scan 2963 (20.515 min): BM030851.D\data.ms (-2958) (-  m/z 129.00 100.00%
129.0
57.0
5000
| B0
241.2 ’
o AL L] 1920242 ano wmsi L, ogros ssser
m/z--> 100 150 200 250 300 350 400
Abundance #196857: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 — :
20.50
m/z 55.05 40.61%
‘ 241.0
ol bl ddyl )| 1850 [, 3130 3700
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
T \
20.50
5000 57.0 m/z 70.05 34.29%
ot Ll Lo 0 ss0
miz--> 50 100 150 200 250 300 350 400 f
Abundance  #196974: Hexanedioic acid, bis(2-ethylhexyl) ester = T
129.0 20.50
m/z 71.05 31.55%
5000
57.0
241.0
0 Huu,\\‘MM\m‘\\_H“w_ﬁl%@ﬁ?l‘q_‘ e
mlz--> 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.010 5.71 ng/ul 288544  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3047 (21.009 min): BM030851.D\data.ms (-3043) (- m/z 57.05 100.00%
57.0
e
1 2070 281.0 : g
— ‘ ‘H‘ LB b 220t m/z 43.05  99.79%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 0 S ‘
21.00
m/z 55.85 99.10%
oL ‘\“ L h \‘“ d‘ ‘ %390 18202230 2800
miz--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43.0
83.0
N \
21.00
5000 m/z 83.10 83.40%
25.0
ol 4L | L ||, 167021002500 293.0 350
e L e e e e
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol — ‘
434 83.0 21.00
' m/z 69.10 74.14%
5000
25.0
o LUy mon a0 NiN
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.160 7.02 ng/ul 354619  Chrysene-di12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 70
2 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 60
3 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 58
4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 55
5 .alpha.-Bulnesene 204 C15H24 1000374-19-9 50

Abundance Scan 3073 (21.162 min): BM030851.D\data.ms (-3069) (- m/z 95.10 100.00%

95.1
41.0
5000 147.0
215.2
271.3 326.3
21.00 21.50
oL hu b m/z 107.10  90.27%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64555: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-C
41.0
3.0
5000 T i T M“”‘w
21.00 21.50
‘1610 m/z 93.05 86.75%
O\‘\ ‘““H‘
m/z--> 100 150 200 250 300 350 400
Abundance #64459 Cycloheptane, 4-methylene-1-methyl-2-(2-methy
107.0
41.0
P Pt
21.00 21.50
5000 m/z 91.00  69.57%
161.0
0 ‘ H‘H“HO?OH‘HH“H“HH‘HH
miz--> 100 150 200 250 300 350 400
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy = BSSS
21.0 107.0 21.00 21.50
m/z 79.00 65.27%
5000
189.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M

Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.240 14.83 ng/ul 749307 Chrysene-dl2 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Chloro-a-methoxy-3-nethylquino. .. 207 CLIH16CINO  1000213-52-2 38

2 3,3-Diisopropoxy-1,1,1,5,5,5-hex... 324 C12H3204Si3  ©18082-56-9 38

3 2H-3,9a-Methano-1-benzoxepin, oc... 222 C15H260

005956-09-2 30

4 Thieno[2,3-c]furan-3-carbonitril... 222 C11H14N20S 447412-24-0 27

5 1-Methyl-3-phenylindole 207 C15H13N

Abundance Scan 3087 (21.245 min): BM030851.D\data.ms (-3083) (-

030020-98-5 27

m/z 207.05 100.00%

207.1
5000 290.1
l65.ﬁ P P
41.0 ‘ ‘ ‘ 2471 21.00 21.50
ol b T2 ‘Hu i kL8850 4011y /u opg.@5  47.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66662: 7-Chloro-4-methoxy-3-methylquinoline
207.0
75.0
5000 —— e
21.00 21.50
138.0 m/z 290.15 40.06%
O' \\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #163675: 3,3-Diisopropoxy-1,1,1,5,5,5-hexamethyltrisilox
207.0
P P
21.00 21.50
5000 ITI/Z 193.05 29.36%
43.0 309.0
ome ||
ot b A
miz--> 50 100 150 200 250 300 350 400
Abundance #79500: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,k — —
b1 o 1370  207.0 21.00 21.50
m/z 209.05 29.00%
- | \JL
0 N — S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56

Operator : CG/JU

Sample : M2854-01

Misc

ALS vial : 28 Sample Multiplier: 1
Quant Method

Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.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

6 Phenanthridine 6-chloro-2-m...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.730 2.32 ng/ul 117214  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthridine 6-chloro-2-methyl... 231 C14H14CIN 035417-77-7 50
2 2-Benzothiazolamine, N-(1-methyl... 231 C12H13N3S 084859-07-4 46
3 2-[(Methylamino)methylene]thiazo... 231 C11H9N30S 072740-41-1 46
4 2,4(1H,3H)-Pyridinedione, 1-(4-m... 231 C13H13NO3 1000318-74-6 43
5 Furane-2-carboxaldehyde, 5-(2-me... 231 C12H9NO4 329222-70-0 43

Abundance Scan 3169 (21.727 min): BM030851.D\data.ms (-3166) (-  m/z 231.10 100.00%

231L.1
5000
2150  22.00
41.0 100.9 i '
Ob i 009 1649 14, 28303389 4150 475. ./, 51516 39.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #86792: Phenanthridine 6-chloro-2-methyl-7,8,9,10-tetrat
231.0
5000 (\ —— —
21.50 22.00
1150 g0, m/z 216.05 30.58%
O ‘ TTTT %‘ J“‘\H‘\m"‘\“\ \‘\‘h\ ‘1‘ m\‘l‘\ “ d\“‘\‘\ T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #86649: 2-Benzothiazolamine, N-(1-methyl-2-pyrrolidinyli
231.0 &
—r— —
420 149.0 21.50 22.00
5000 ' m/z 232.05  19.03%
0 LW Mhlm’ll S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #86610: 2-[(Methylamino)methylene]thiazolo[3,2-a]benzir A R
231.0 21.50 22.00
m/z 274.10 11.73%
150.0
50001 420
o'”'J#P”“\, - —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Heptadecanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.900 2.76 ng/ul 139246  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Cyclopentadecane 210 C15H30 000295-48-7 92
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Hexadecanol 242 C16H340 036653-82-4 83

Abundance Scan 3198 (21.897 min): BM030851.D\data.ms (-3195) - m/z 83.05 100.00%

83.0
5000
21‘5(5 éZ‘Od
475. : :
0l m/z 55.05 98.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107662: n-Heptadecanol-1
53.0
5000 — —
11.0 21.50 22.00
” m/z 43.10 92.36%

o

W

\\\U‘\‘l“\\\\“M’J\L\“\\‘I\’”\l\\\2%9\.(\)\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
83.0

— —
21.50 22.00
5000 m/z 57.10 88.79%
2. { 139.0
ITT TRy et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane - T
55.0 21.50 22.00

m/z 69.10 83.01%
5000

11.0
‘ ‘ ‘ 210.0
ol UL

m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.470 2.82 ng/ul 158551  Perylene-d12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 87
3 Squalene 410 C30H50 000111-02-4 83
4 Squalene 410 C30H50 000111-02-4 83
5 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78

Abundance Scan 3296 (22.474 min): BM030851.D\data.ms (-3293) - m/z 69.05 100.00%

69.0
5000
22.50
137.0 .
Ob bbb d . 2211 2839 3561 43L .., g1 .00 45.20%
miz—> O 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 U
22.50
m/z 41.05 26.03%
137.0
0 gl “l 191.0 273.0 34;0 410.0
‘\\\\‘\ \\‘\\\\‘\\\\‘\T\\‘\f\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol

-

69.0
—
22.50
5000 m/z 68.00 12.63%
‘ 137.0
LI BN Y
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215931: Squalene
69.0 22.50
m/z 95.00 10.74%
5000
137.0
0150, LLiLuLL 1920 230 3410 aiog o
m/z--> 0 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.640 71.69 ng/ul 4030140 Perylene-di2 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 49
2 .alpha.-Bulnesene 204 C15H24 1000374-19-9 45
3 Urs-20-en-3-0l, (3.beta.,18.alph... 426 C30H500 000464-98-2 43
4 Guaia-1(10),11-diene 204 C15H24 1000374-19-7 43
5 1,5-Cycloundecadiene, 9-(1-methy... 190 C14H22 062338-55-0 35

Abundance Scan 3665 (24.644 min): BM030851.D\data.ms (-3656) (-  m/z 189.10 100.00%

93.0 189.1
50007 41.
‘ ‘ ‘ 2971 24.50 25.00
393.4 - :
0 Ml H M c“‘w‘”‘H\‘Mﬁ\?u uw‘\‘mwmh‘m“““7‘5"1 m/z 93.65 91.01%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methy
107.0
41.0
5000 —— ——
161.0 24.50 25.00
} m/z 107.05  88.06%
O’\“ “u\“‘\‘“gf“\'\[‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64321: .alpha.-Bulnesene
107.0
41.0
—— —
24.50 25.00
5000 189.0 ITI/Z 121.05 84.03%
A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221212: Urs-20-en-3-ol, (3.beta.,18.alpha.,19.alpha.)- i —
189.0 24.50 25.00
m/z 95.05 72.92%
121.0
5000
408.0
m/z--> 50 100 150 200 250 300 350 400 450 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.840 13.14 ng/ul 738631 Perylene-di2 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 42
2 Tricyclo[4.3.0.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 42
32,6,10,15-Tetramethyl-17-(1,4,4-... 410 C30H50 1000195-23-2 25
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 22
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24 074806-55-6 18

Abundance Scan 3699 (24.844 min): BM030851.D\data.ms (-3692) (-  m/z 107.05 100.00%
10

V.1l
189.1
55.0
5000
—— ——
‘ | m 24.50 25.00
y— ML m/z 95.00  94.44%
mlz--> 50 100 150 200 250 300 350 400
Abundance #33112: 1-(2-Pyridyl)piperazine
121.0
5000 — —
24.50 25.00
56.0 m/z 121.10  90.72%
0 \‘\“‘U‘\“‘iuh“\“\ !“\ﬂ‘“\“ r“\ T e L L L B O
m/z--> 50 100 150 200 250 300 350 400
Abundance #66230: Tricyclo[4.3.0.0(7,9)Jnonane, 2,2,5,5,8,8-hexame
69.0 135.0
— —
24.50 25.00
5000 191.0 m/z 123.10 88.04%
0 2414 l\ ‘; ‘ S —
miz--> 50 100 150 200 250 300 350 400 k
Abundance #215950: 2,6,10,15-Tetramethyl-17-(1,4,4-trimethylcyclot — =
69 1238.0 24.50 25.00
’ m/z 122.10  87.99%
5000
‘ “ ‘ 205.0 341.0 410.0 /\\
oL— M‘u ‘: “M\M ol gty “1‘ WL T D A .
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\

Data Path :

Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
: SVOA CALIBRATION

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 6,10-Dimethyl-3-(1-methylet...

Concentration Rank 2

069239-71-0 87
001617-70-5 86
022611-26-3 74
1000374-19-8 60

R.T. EstConc Area Relative to ISTD

27.560 202.59 ng/ul 11388800 Perylene-di2

Hit# of 5 Tentative ID MW MolForm

1 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26

2 Lup-20(29)-en-3-one 424 C30H480

3 D:C-Friedoolean-8-en-3-one 424 C30H480

4 Guaia-9,11-diene 204 C15H24

5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18

1000192-81-2 45

Abundance Scan 4160 (27.556 min): BM030851.D\data.ms (-4146) (-  m/z 205.15 100.00%
95.1 205.2
41.
5000 149.0
313.2 T
L ‘ H | 2plt 3683 [ 476 o P
O il . m/z 95.10 87.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodec J\
82.0
5000 — :
1B5.0 27.50
‘ 9 206.0 m/z 109.10  84.20%
O\\\“\‘\ ”’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0 —— :
424.0 27.50
5000 ITI/Z 81.05 80.87%
313.0
M M Wbl me | oo |
0 H“MLJMI \M\JLH‘M\ xw‘mﬁ‘m“\\ W N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #220493: D:C-Friedoolean-8-en-3-one —T ‘
205.0 27.50
m/z 55.05 79.07%
257.0
5000
121.0 424.0
0 H“_"W‘MMMWWMN‘M‘M‘H‘,H“_“‘JJ‘W“H —
m/z--> 0 50 100 150 200 250 300 350 400 450 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acq On : 07 Jul 2021 10:56

Operator : CG/JU

Sample : M2854-01

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Cyclohexane, 1,1,2-trimethy... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.920 209.12 ng/ul 11755900 Perylene-di2 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,1,2-trimethyl-3,5... 206 C15H26

062337-97-7 70

2 (-)-Neoclovene-(I), dihydro- 206 C15H26 1000152-82-1 64
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 53
4 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 47

5 Longifolenaldehyde

220 C15H240

019890-84-7 46

Abundance Scan 4222 (27.921 min): BM030851.D\data.ms (-4208) (- 95.10 100.00%

93.1 189.1
43.
5000
257.1 315.3 426.4 2800
0l ‘ml TL ﬂm HHHHﬂ “'Wﬁ”‘?Tgé Ll M4$9 m/z 81.05 97.23%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #66228: Cyclohexane, 1,1,2-trimethyl-3,5-bis(1-methyletr
41.0
107.0
5000 T
28.00
‘ 191.0 m/z 189.10  96.81%
O\‘\ i‘\!“h“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66212: (-)-Neoclovene-(l), dihydro-
81.0
—
28.00
5000 163.0 m/Z 93.05 95.75%
29. '
0 WWHH:xV‘J ‘ww,h‘H“‘H“‘H“‘H“‘H“‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64305: Guaia-9,11-diene e
93.0 28.00
189.0 m/z 107.05 86.83%
5000 41.0
O — \‘H L \ 1 . ‘ -
m/z--> 50 100 150 200 250 300 350 400 450 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30851.D

Acqg On : 07 Jul 2021 10:56
Operator : CG/JU

Sample : M2854-01

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.020 3.7 ng/ul 168870 4 17.133 921363 20.0
Hexanedioic aci... 20.520 5.7 ng/ul 286300 5 21.303 1010340 20.0
(DEL) Alkane: S... 21.010 5.7 ng/ul 288544 5 21.303 1010340 20.0
Naphthalene, 1,... 21.160 7.0 ng/ul 354619 5 21.303 1010340 20.0
unknown-01 21.240 14.8 ng/ul 749307 5 21.303 1010340 20.0
Phenanthridine ... 21.730 2.3 ng/ul 117214 5 21.303 1010340 20.0
n-Heptadecanol-1 21.900 2.8 ng/ul 139246 5 21.303 1010340 20.0
Squalene 22.470 2.8 ng/ul 158551 6 23.550 1124310 20.0
unknown-02 24.640 71.7 ng/ul 4030140 6 23.550 1124310 20.0
unknown-03 24.840 13.1 ng/ul 738631 6 23.550 1124310 20.0
6,10-Dimethyl-3... 27.560 202.6 ng/ul 11388800 6 23.550 1124310 20.0
Cyclohexane, 1,... 27.920 209.1 ng/ul 11755900 6 23.550 1124310 20.0
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