LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc :

ALS Vvial : 58 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_ N\Methods\SFAM-EPA-BN©41924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31107.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 24 27 32 rVB 16882 20798 0.29% 0.038%
2 3.558 96 97 114 rBV 81393 147427 2.09% 0.271%
3 3.864 147 149 156 rVB3 7568 10527 ©0.15% 0.019%
4 4,975 331 338 352 rBV 1073029 1765713 24.98%  3.249%
5 6.616 613 617 623 rBV6 6210 11117 ©0.16% ©0.020%
6 6.805 644 649 659 rVB 96803 163643 2.31% 0.301%
7 6.975 672 678 694 rVB 532094 832783 11.78%  1.532%
8 7.164 701 710 722 rBV 460064 735500 10.40%  1.353%
9 7.516 764 770 779 rBV 143234 232416 3.29% 0.428%
106 7.634 783 790 793 rBV 500443 875026 12.38% 1.610%
11 7.663 793 795 805 rVB 532825 781432 11.05% 1.438%
12 7.981 842 849 856 rBvV 101706 166844 2.36% 0.307%
13  8.334 902 909 920 rBV 339935 553183 7.83% 1.018%
14 8.787 978 986 995 rBV 644187 1038027 14.68% 1.910%
15 8.952 1009 1014 1020 rVB5 7660 12966 0.18% 0.024%
16 9.181 1049 1053 1058 rVB 10330 16313 0.23% 030%
17 9.505 1101 1108 1124 rBV 472915 774497 10.96% 425%
18 9.910 1173 1177 1181 rBV4 4982 8913 0.13%

19 10.034 1191 1198 1214 rBV 757815 1262049 17.85%
20 10.275 1232 1239 1244 rBV 188648 309094  4.37%

ONORLO
[
fary
o))
R

21 10.316 1244 1246 1252 rW 16341 22630 0.32%
22 10.410 1255 1262 1270 rBV 747428 1244468 17.60%
23 10.557 1279 1287 1304 rBV 460834 801587 11.34%

OO RrR NGO
IN
N
Ul
3R

24 10.793 1322 1327 1332 rBV2 23604 35393  0.50% 065%
25 12.004 1530 1533 1539 rVB2 15567 22545  0.32% 041%
26 12.446 1604 1608 1615 rVB6 6170 11212 0.16% 0.021%
27 12.757 1656 1661 1668 rBV6 3901 8513 0.12% 0.016%
28 13.063 1708 1713 1717 rBV4 6096 8825 0.12% 0.016%
29 13.175 1724 1732 1738 rBV 126115 195920 2.77% 0.361%
30 13.693 1814 1820 1833 rBV 1633839 2237647 31.65% 4.118%

31 13.969 1859 1867 1880 rBV2 1893705 2764644 39.11%
32 14.275 1911 1919 1930 rBV 1206450 1779514 25.17%
33 14.498 1951 1957 1969 rBV3 55678 123680 1.75%

[ORR RNV, |
N
N
]
R

34 14.598 1969 1974 1977 rW7 4963 8468 0.12% 016%
35 14.693 1985 1990 1997 rBVS8 4775 11012 0.16% 020%
36 14.845 2010 2016 2027 rVB3 11267 30162 ©.43% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc :

ALS Vvial : 58 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_ N\Methods\SFAM-EPA-BN©41924.MA.M
Title : SVOA CALIBRATION
37 15.275 2082 2089 2101 rBV 2538548 3557341 50.32% 6.546%
38 15.398 2104 2110 2121 rBV 298506 412514 5.84% 0.759%
39 15.516 2126 2130 2139 rVB3 11911 20461 0.29% 0.038%
40 16.063 2219 2223 2231 rVB6 8751 14622 0.21% 0.027%
41 16.434 2282 2286 2293 rBV5 21461 33189 0.47% 0.061%
42 17.028 2381 2387 2394 rBV 1682728 2311719 32.70% 4.254%
43 17.128 2398 2404 2415 rBV 2982134 4109938 58.14% 7.563%
44 17.704 2498 2502 2508 rVB7 12213 16657 ©0.24% 0.031%
45 17.939 2535 2542 2567 rBV 929227 1576325 22.30% 2.901%
46 18.604 2652 2655 2659 rBV5 9548 13900 0.20% 0.026%
47 18.945 2710 2713 2717 rBV6 13374 19374 0.27% 0.036%
48 18.992 2717 2721 2725 rBV2 41081 56012 ©0.79% 0.103%
49 19.063 2729 2733 2736 rBV 39344 51581 0.73% 0.095%
50 19.098 2736 2739 2741 rBV3 21057 25707 0.36% 0.047%
51 19.139 2741 2746 2756 rVW 322767 518378 7.33% 0.954%
52 19.222 2756 2760 2775 rVB 429759 631193 8.93% 1.162%
53 19.428 2789 2795 2803 rBV 3758410 5297658 74.94% 9.749%
54 20.216 2927 2929 2936 rBV7 17794 21802 0.31% 0.040%
55 20.322 2943 2947 2952 rBV 108668 130940 1.85% 0.241%

56 20.957 3051 3055 3066 rBv4 99630 203412  2.88% ©.374%
57 21.263 3101 3107 3117 rBV2 2308822 3204591 45.33% 5.897%
58 23.968 3557 3567 3582 rBV2 2931924 7069422 100.00% 13.009%
59 24.163 3591 3600 3613 rBV 1667336 3926326 55.54% 7.225%
60 25.710 3856 3863 3886 rVB5 207218 774884 10.96%  1.426%

61 26.168 3934 3941 3953 rVB5 436585 1320024 18.67% 2.429%

Sum of corrected areas: 54342458
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031107.D\data.ms

3500000
3000000
2500000
2000000

1500000

4.975

1000000 10.0340.410

8.787
6.
500000 Vies TEEB 9. 505
75
o 3.146 3558 864 6.618° A & 7.981 )\ 952.81 9.9100)3 0 793 12.00412 448 75

Time--> 3.00 350 4.00 450 500 550 6.00 6.50 700 7.50 8.00 850 900 9.50 1000 1050 11.00 11.50 12.00 1250
Abundance TIC: BN031107.D\data.ms

19.428
3500000

3000000 17.128

15.275
2500000 21.263

2000000 13.969
13.693 17.028
1500000
14.275

1000000 17.939

9
500000 15.398 13)

318%5 _{MS h& 516 16.0686.434 17 70 18 6 (}M .

e R E e ““ e R

Time-->  13. 00 13.50 14.00 14. 50 15. 00 15.50 16.00 16.50 17.00 17. 50 18.00 18. 50 19.00 19.50 20. 00 20.50 21. 00 21.50 22.00 22.50
Abundance TIC: BN031107.D\data.ms

3500000
23.968
3000000
2500000
2000000 D4.163
1500000
1000000

26.168
500000 25.710

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Benzene, chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.975 40.36 ng/ul 1765716 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 96
2 Benzene, chloro- 112 C6H5C1 000108-90-7 96
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 95
4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94
Abundance Scan 338 (4.975 min): BN031107.D\data.ms (-331) (-) m/z 112.00 100.00%
112.0
77.0
5000
A mm A R
38 OH 4.60 4.80 5.00 5.20
N (

Ol protbe eyl e 20022079 2808 /7 76,95 60.12%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #7184: Benzene, chloro-

112.0
77.0
5000 U L UL B B I
4.60 4.80 5.00 5.20
m/z 114.00 32.57%
38.0 ‘
O' ‘HH‘H \‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7185: Benzene, chloro-
112.0
T Rammas R
.o 4.60 4.80 5.00 5.20
5000 m/z 51.00 19.25%
380“
om"HJ‘w‘,H“!‘WW‘w‘HW‘,"wH_ww,w,uw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7183: Benzene, chloro- RREREE R e
112.0 4.60 4.80 5.00 5.20
m/z 49.95 18.51%
77.0
5000
380“
e L e e T B R
m/z--> 20 40 60 80 100120140160180200220240260280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Benzene, 1,4-dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.516 5.31 ng/ul 232416 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 98
2 Benzene, 1,3-dichloro- 146 C6HA4C12 000541-73-1 97
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 97
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
Abundance Scan 770 (7.516 min): BN031107.D\data.ms (-764) (-) m/z 145.90 100.00%
145.9
5000 111.0
75.0
50"0 ‘ 207.0 7.20 7.40 7.60 7.80
Oty el M 2070147 00 65.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25344: Benzene, 1,4-dichloro-
146.0
5000 L L L R B R
o 111.0 7.20 7.40 7.60 7.80
50.0 m/z 111.00 41.69%
O\‘Z\B\O\\’\\\\‘\\\“\‘”\\\‘\\w\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25341: Benzene, 1,3-dichloro-
146.0
 ABEmmGR TS
7.20 7.40 7.60 7.80
5000 m/z 75.00 30.27%
111.0
75.0
50.0 ‘
0280, o bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25333: Benzene, 1,3-dichloro-
146.0 7.20 7.40 7.60 7.80
m/z 74.00 17.78%
5000 111.0
75.0
50.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
BN©31107.D

: 21 Apr 2024 13:49

: MA/JU

: P2161-03

: 58 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
le : SVOA CALIBRATION

ry : C:\Database\NIST20.L

ration Parameters: LSCINT.P

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

Peak Number 3 Benzene, 1,2-dichloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.981 3.81 ng/ul 166844  1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 98
2 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 98
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 98
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 97
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
Abundance Scan 849 (7.981 min): BN031107.D\data.ms (-842) (-) m/z 145.90 100.00%
145.9
5000 111.0
75.0
‘ ‘ ‘ ) 7.60 7.80 8.00 8.20 8.40

ow‘HWHMWHH‘HH_‘H_H‘_ﬂw‘uwu‘wuu‘uu_‘u_%gﬂ‘ m/z 147.90  62.62%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #25344: Benzene, 1,4-dichloro-

146.0
5000
111.0 7.60 7.80 8.00 8.20 8.40
750 m/z 111.00  44.66%
O’.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25337: Benzene, 1,2-dichloro-
146.0 /\
R RaaammEEE
7.60 7.80 8.00 8.20 8.40
5000 111.0 m/z 75.00 31.73%
75.0
o‘V329Mwumwhu_wwu‘wwh_‘u_uw‘uwuu_‘u_uw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25333: Benzene, 1,3-dichloro-
146.0 7.60 7.80 8.00 8.20 8.40
m/z 74.00 17.86%
5000 111.0
75.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041924\

Data Path :

Data File : BN@31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924 .MA.M

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

Peak Number 4 Benzene, 1,3,5-trichloro-

Concentration Rank 5

Relative to ISTD R.T.

Naphthalene-d8

R.T. EstConc Area
10.275 4.97 ng/ul 309094
Hit# of 5 Tentative ID
1 Benzene, 1,3,5-trichloro-

2 Benzene, 1,2,3-trichloro-
3 Benzene, 1,2,3-trichloro-
4 Benzene, 1,3,5-trichloro-
5 Benzene, 1,2,4-trichloro-

180 C6H3C13
180 C6H3C13
180 C6H3C13
180 C6H3C13
180 C6H3C13

000108-70-3 98
000087-61-6 98
000087-61-6 98
000108-70-3 97
000120-82-1 96

5000

O

m/z-->

Abundance Scan 1239 (10.275 min): BN031107.D\data.ms (-1232) (-
179.9

144.9

74.0 109.0

oo | ]
.

. 209.0 280.¢

20 40 60 80 100120140160180200220240260280

Abundance

5000

o

m/z-->

#55239: Benzene, 1,3

145.0
74.0 109.0

180.0

5-trichloro-

o ||
[ I

Abundance

5000

o

m/z-->

109.0

w ML
O T i

\ H‘\ H\
\’HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘H
20 40 60 80 100120140160180200220240260280

#55234: Benzene, 1,2,3-trichloro-
180.0
145.0

20 40 60 80 100120140160180200220240260280

Abundance

5000

0

m/z-->

m/z 179.90 100.00%

10.00 10.50

m/z 181.90  91.40%

10.00 10.50

m/z 144.90  31.22%

10.00 10.50

m/z 183.90  30.11%

#55238: Benzene, 1,2,3-trichloro- — —r
180.0 10.00 10.50
m/z 74.00 26.87%
145.0
74,0 109.0
70 Iy
20 40 60 80 100120140160180200220240260280 10.00 10.50

SFAM-EPA-BN@41924.MA.M Mon Apr 22 18:46:51 2024

Page:

7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.175 2.20 ng/ul 195920  Acenaphthene-di10 14.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Diacetamate 193 C1OH11NO3 002623-33-8 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53
Abundance Scan 1732 (13.175 min): BN031107.D\data.ms (-1724) (- m/z 43.00 100.00%
43.0
109.0
5000 151.1
T —
‘69"0 ‘ 190.9 13.00 13.50
Obrrrrrre b et e iy o 2999 m/z 109.00  76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 e —
13.00 13.50
69.0 m/z 151.05 46.34%
0 :\L\5\‘0\ ‘\‘\ \“‘”\‘ T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ 1 \‘w\ “\ - \“ T 1 T \‘\ T ‘]\-9\2\.(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)-
109.0
—— —
13.00 13.50
5000 151.0 m/z 41.60  25.66%
43.0
0 | - 711.0\\ ‘\ . I 192.0 22\1'0
R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28724. Metacetamol
109.0 13.00 13.50
m/z 69.00 15.92%
5000 151.0
43.0
80.0
0120 ittt b e e e e S L VIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

SFAM-EPA-BN@41924.MA.M Mon Apr 22 18:46:52 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.939 13.64 ng/ul 1576330  Phenanthrene-d10 17.028
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2542 (17.939 min): BN031107.D\data.ms (-2535) (- | m/z 73.00 100.00%
43,0 730
5000 1291
213.1 =
‘171.1 ‘ 256.1 18.00
0! b} m“‘ﬂ‘kwu“‘u - m/z 43.05 86.66%
miz-> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 ' i
213.0 1&00
‘ 171 0 m/Z 60.00 79.80%
0b— \L w ‘H‘H‘ \HM\ \\hH\ ﬂ“ i ‘u ‘ ‘ : \‘\‘ - “ — “ ——
miz--> 50 150 200 250
Abundance #143508.n—Hexadecanon:add
e
43.0 73.0 256.0
=
18.00
5000 m/z 54.95 70.46%
129.0
213.0
H ‘ 171.0 ‘
o] i \‘H‘\‘w‘\hh“\ \M\ Ll syl | “ “ “‘u\‘ T ‘ “
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 18.00
m/z 40.95 69.24%
5000 129.0
97.0 171 0 2130 256.0
oLb—— ‘M‘H‘H H ‘\ Mh”\ u‘\ ul ‘ ‘ ‘ . \‘ ““ I “\‘ =
m/z--> 50 50 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 9-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.139 4.48 ng/ul 518378 Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 n-Propyl 1l-octadecenoate 324 C21H4002 1000336-71-7 90

Abundance Scan 2746 (19.139 min): BN031107.D\data.ms (-2741) (-~ | m/z 55.00 100.00%

58.0
5000

0 by sy 299D m/z 69.00  74.36%
mfz--> 50 150 200 250 300 350
Abundance #176224 9-Octadecenoic acid, (E)-
55.0

5000 o, Do
19.00 19.50

m/z 41.00 61.03%

264.0
370
ol— ‘M‘\ Huhh H“\ h | ‘(\)\2‘2\\\2‘9‘ : ‘L‘ R
miz--> 50 150 200 250 300 350
Abundance #176223. 9-Octadecenoic acid, (E)-
55.0

19.00 19.50
m/z 83.00 54.51%
m/z-->

38.0 180.0 222.0
50 100 150 200 250 300 350
Abundance #176210: 9-Octadecenoic acid ;
55.
97.0 ' :
5000 264.0
38.0 180.0 222.0
0 mm\um“\\ L \‘\ L M ey ‘ ‘\ e =

m/z--> 50 100 150 200 250 300 350 19.00 19.50

5000

0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.222 3.94 ng/ul 631193  Chrysene-di2 21.263
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2760 (19.222 min): BN031107.D\data.ms (-2756) (- | m/z 73.00 100.00%

73.0
5000 128.9
185.1 241.2

—
284.3 19.00 19.50

0 w‘“‘w‘“‘ - ‘ Tt J‘ ik 3408 4300 96.81%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
129.0 284.0

=

73.0
50007 28.0 RN U
185.0 2410 19.00 19.50
m/z 59.95 84.58%
oL m‘\‘““‘u‘d! u““\‘ ‘L NE “ ! ““ | ‘\‘ : “‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
- —
19.00 19.50
5000 129.0 m/z 57.85 76.79%
3.0
1850 5410 284.0
oL ““ H‘ m‘\‘ﬂh“w w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . P
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid — =
19.00 19.50

m/z 55.00  73.03%

129.0
| \‘M\ i - | “ | C “

= ‘
m/z--> 50 100 150 200 250 300 350 19.00 19.50

5000

e
N
©
~
w
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Cholestan-3-o0l, (3.alpha.,5... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.710 3.95 ng/ul 774884  Perylene-di2 24.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 95
2 Cholestan-3-0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 95
3 Cholestan-3-0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 93
4 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 93
5 5.beta.-Cholestan-3.alpha.-o0l, 2... 458 C31H5402 1000514-95-7 80

Abundance Scan 3863 (25.710 min): BN031107.D\data.ms (-3856) (- | m/z 215.15 100.00%

216.2
43.0
5.0
5000
149.1 J\

9
370.3 e -
! ‘H 2571 3183 2550 2600
0 N il ‘LH‘M\‘ L‘u U\ m/z 4300 =3 oo

miz--> 50 100 150 200 250 300 350
Abundance #294355: Cholestan-3-ol, (3.alpha.,5.beta.)-
43.0 215.0
95.0

5000 T ——
165.0 370.0 25.50 26.00

m/z 81.00 52.91%

Il

oL ‘\“\ “‘\‘}H\\‘H‘\”\

m/z--> 50 100 150 200 250 300 350

Abundance #294358: Cholestan-3-ol, (3.alpha.,5.beta.)-
550 215.0

T 1
25.50 26.00

5000 07.0 m/z 95.05 52.50%
\‘\\ ‘Hu‘
Vv

370.0
165.0
316.0
L 257.0
oL~ \“ | ‘M\‘\l \!d‘
m/z--> 50 100 150 200 250 300 350
Abundance #294356: Cholestan-3-ol, (3.alpha.,5.beta.)-

T T
43.0 25.50 26.00

m/z 55.00 51.80%

215.0
5000
5.0 370.0
Ml
\‘\ “\J | \“ M\\ ‘HL\ ‘M‘“‘\‘M‘HM“,‘ \;M [ ‘ \!“‘257'0 31?'0 L b : L

0b 2 R S = —
miz--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample : P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Cholestan-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.168 6.72 ng/ul 1320020 Perylene-di12 24.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 96
2 Cholestan-3-one 386 C27H460 015600-08-5 72
3 Cholestan-2-one 386 C27H460 1010210-43-4 70
4 Cholestane, 4,5-epoxy-, (4.alpha... 386 C27H460 006079-19-2 55
5 Cholestan-3-one 386 C27H460 015600-08-5 53
Abundance Scan 3941 (26.168 min): BN031107.D\data.ms (-3934) (- | m/z 55.00 100.00%
55.0 231.1
161.1
09.0
386.3
" —
26.00 26.50
72.1
ol m/z 231.10  98.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #292888: Cholestan-3-one
231.0
386.0
5000143.0 R 1
26.00 26.50
r 163.0 m/z 43.10 79.23%
oL~ “‘ M‘ ‘“ “‘\\ ‘Hu “M‘ ‘\\‘H‘\H‘\ \“‘n‘\h\ } ‘H “‘2‘7‘3‘9 ‘ ?’?9 ‘0‘ , ‘L , “ T
m/z--> 100 150 200 250 300 350 400
Abundance #292887: Cholestan-3-one
231.0
43.0 T 1
26.00 26.50
5000 386.0 m/z 95.00  75.89%
163.0
fo ‘ Al ‘ HHM ‘\\‘\\‘\H‘ \‘\L‘\h“ ol ‘\\‘2“‘7“3"9‘ ‘3‘29-‘0‘ : ‘L : L‘ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #292880: Cholestan-2-one = P
231.0 26.00 26.50
m/z 161.05 74.90%
386.0
5000743.0
95.0
kb a0
0“WW‘MdWWWWWMWWWW‘MW ‘M%?%Q“‘M“‘J‘L“‘ et —
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41924\
Data File : BN@©31107.D

Acqg On : 21 Apr 2024 13:49
Operator : MA/JU

Sample . P2161-03

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@41924.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, chloro- 4,975 40.4 ng/ul 17657106 1 7.634 875026 20.0
Benzene, 1,4-di... 7.516 5.3 ng/ul 232416 1 7.634 875026 20.0
Benzene, 1,2-di... 7.981 3.8 ng/ul 166844 1 7.634 875026 20.0
Benzene, 1,3,5-... 10.275 5.0 ng/ul 309094 2 10.410 1244470 20.0
2,4,7,9-Tetrame... 13.175 2.2 ng/ul 195920 3 14.275 1779510 20.0
n-Hexadecanoic ... 17.939 13.6 ng/ul 1576330 4 17.028 2311720 20.0
9-Octadecenoic ... 19.139 4.5 ng/ul 518378 4 17.028 2311720 20.0
Octadecanoic acid 19.222 3.9 ng/ul 631193 5 21.263 3204590 20.90
Cholestan-3-o0l,... 25.710 4.0 ng/ul 774884 6 24.163 3926330 20.0
Cholestan-3-one 26.168 6.7 ng/ul 1320020 6 24.163 3926330 20.0
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