LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN025073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc :

ALS vial : 5 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©41023.M
Title : SVOA CALIBRATION

Signal : TIC: BN@25073.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.293 14 18 25 rVB 52176 74779 0.69% 0.082%
2 3.728 90 92 106 rBvV 254151 490265 4.55% 0.539%
3 4.052 144 147 154 rBV2 19315 31617 0.29% 0.035%
4 5.175 331 338 339 rBV 332721 437812 4.097% 0.482%
5 5.205 339 343 354 rVB 756949 1271560 11.81% 1.399%
6 7.075 655 661 670 rBV 530970 851187 7.91% 0.936%
7 7.246 684 690 705 rBV 1312822 2042229 18.97% 2.247%
8 7.446 715 724 734 rBV 1217592 1985449 18.44% 2.184%
9 7.528 734 738 744 rVB9 8609 18648 0.17% 0.021%
106 7.805 779 785 790 rBV2 50199 80404 0.75% 0©.088%
11 7.916 796 804 808 rBV 902270 1495790 13.89% 1.646%
12 7.952 808 810 819 rVB 347841 471355 4.38% 0.519%
13 8.269 858 864 871 rBV 306827 502978 4.67% ©.553%
14 8.628 918 925 937 rBV 1022543 1636150 15.20% 1.800%
15 9.087 994 1003 1011 rBV 1583100 2593715 24.09% 2.854%
16 9.140 1011 1012 1017 rVB5 12945 12416 0.12% 0.014%
17 9.328 1035 1044 1051 rVBS8 6911 19420 0.18% 0.021%
18 9.487 1069 1071 1077 rVB6 14371 21874 0.20% 0.024%
19 9.810 1119 1126 1133 rBV 1367160 2207433 20.50% 2.429%
20 9.863 1133 1135 1143 rVB7 20322 33315 0.31% 0.037%

21 10.199 1183 1192 1203 rBV 139015 267388 2.48%
22 10.346 1210 1217 1228 rBV 1806884 2964064 27.53%
23 10.593 1252 1259 1271 rBV3 193708 402661 3.74%
24 10.728 1275 1282 1290 rVV 1293693 2119281 19.68%

RPNO WO
N
B
w
xR

25 10.869 1298 1306 1318 rBV 675220 1177755 10.94% 296%
26 11.110 1343 1347 1354 rVB 35521 57029 ©.53% 0.063%
27 11.551 1412 1422 1428 rBv4 81627 170118 1.58% ©.187%
28 11.998 1491 1498 1505 rBV9 25145 67317 ©.63% 0.074%
29 12.316 1546 1552 1553 rBV3 29016 36801 0.34% 0.040%
30 12.351 1553 1558 1566 rVB 130707 232659  2.16% ©.256%
31 12.916 1649 1654 1658 rBV7 14675 28017 ©.26% ©0.031%
32 13.169 1691 1697 1701 rBV5 12533 21675 ©0.20% 0.024%
33 13.363 1725 1730 1738 rBV9 18862 40102 0.37% 0.044%
34 13.534 1752 1759 1760 rBV7 8043 15138 ©0.14% 0.017%
35 13.975 1827 1834 1840 rBV 3826537 5061721 47.01% 5.569%

36 14.257 1875 1882 1891 rBV 3507474 4974549 46.20% 5.473%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN025073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc :

ALS vial : 5 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©41023.M
Title : SVOA CALIBRATION
37 14.563 1927 1934 1941 rBV 2026355 2910868 27.03%  3.202%
38 14.651 1948 1949 1959 rVvB9 6346 12348 0.11% 0.014%
39 14.757 1961 1967 1984 rBV 616522 965158 8.96% 1.062%
40 14.922 1990 1995 2000 rVV5 28052 46198 0.43% 0.051%
41 14.975 2000 2004 2010 rVB9 17300 31172 0.29% 0.034%
42 15.122 2023 2029 2036 rBV 160056 333172 3.09% 0.367%
43 15.557 2096 2103 2111 rBV 5280117 7347367 68.24%  8.083%
44 15.675 2117 2123 2134 rBV 1662272 2212789 20.55% 2.434%
45 15.798 2140 2144 2150 rVB4 28023 45341 0.42% 0.050%
46 15.922 2160 2165 2171 rBV 466815 608523 5.65% 0.669%
47 16.792 2309 2313 2317 rBV 56460 70916 0.66% ©.078%
48 17.310 2395 2401 2408 rBV 2484817 3585119 33.30% 3.944%
49 17.410 2412 2418 2425 rBV2 5569632 7730295 71.79% 8.505%
50 18.198 2548 2552 2559 rBV 267473 418097 3.88% 0.460%
51 18.692 2633 2636 2642 rVB3 108590 151917 1.41% 0.167%
52 19.275 2732 2735 2740 rVB 93584 122332 1.14% 0.135%
53 19.339 2743 2746 2752 rVB 77060 107009 0.99% 0.118%
54 19.475 2766 2769 2780 rVB2 109744 153006 1.42% 0.168%
55 19.710 2802 2809 2822 rBV 7131707 9695790 90.05% 10.667%
56 20.239 2897 2899 2903 rVB3 39383 36245 0.34% 0.040%
57 20.739 2981 2984 2988 rBV2 66181 78441 0.73% 0.086%
58 21.210 3060 3064 3072 rBV 160704 282729 2.63% 0.311%
59 21.504 3109 3114 3126 rBV 3224328 4344466 40.35% 4.780%
60 21.651 3137 3139 3143 rVB 107888 105811 ©.98% 0.116%
61 22.121 3217 3219 3224 rVB2 96084 101250 0.94% 0.111%

62 23.798 3495 3504 3517 rBV3 4577523 10767310 100.00% 11.846%
63 23.951 3523 3530 3543 rVB 2490850 4716978 43.81% 5.189%

Sum of corrected areas: 90895318
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN025073.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000 9087 10.346
7.24%46 9.810 10.728

8.628
1000000 5.205 707 J\ 7.916 869

5.175 7/9528.269
203 2% 052 i 52;7-55{2 9.1002887 98630 O'E;{EMmlléSl

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\Twiwww‘\‘\_r\_‘ﬁ

Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 11.00 11.50
Abundance TIC: BN025073.D\data.ms
7000000 19.y10

6000000 17.410
15.557

5000000

13.975
4000000 14.257

3000000 17.310

14.563
2000000 15.675

1000000 4.757 15.922 18.198 18.692 lm?sLH
o2 12.918,1686534 s 22 7 16.792 RO 20239

B e e e e e
Time-> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BN025073.D\data.ms
7000000

6000000
23.798
5000000

4000000 21.504
D
3000000 73951

2000000

1000000
139 21.21021.651 22.121

o

Time--> 21.00 2150 2200 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N
Data File : BN@25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

\Data\BN@42223\

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.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 1

unknown-01

Concentration Rank 3

Relative to ISTD

R.T. EstConc Area
5.175 5.85 ng/ul 437812
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

1 5-Chloro-1-methylimidazole
2 2-Furanmethanol, acetate

3 2-Furanmethanol, acetate
4 2-Furanmethanol, acetate

5 o-Ethylbenzonitrile

116 C4H5CIN2
140 C7H803
140 C7H803
140 C7H803
131 CSHOSN

000872-49-1 38
000623-17-6 32
000623-17-6 23
000623-17-6 17
034136-59-9 12

Abundance Scan 338 (5.175 min): BN025073.D\data.ms (-331) (-)

m/z 116.00 100.00%

116.0
81.0
5000
R ARRRRRREEES
5%0 4.80 5.00 5.20 5.40
ol 2070 2810 ., 8p 95 66.21%
miz--> 50 100 150 200 250
Abundance #9003: 5-Chloro-1-methylimidazole
116.0
42.0
5000 L L BN L LI BN I
81.0 4.80 5.00 5.20 5.40
m/z 118.00  32.95%
0 ‘u‘\“‘ ‘H ‘m“\ \\H “Hm\\‘\ - | - T
m/z--> 100 150 200 250
Abundance #21103: 2-Furanmethanol, acetate
81.0
R A RRERRREEES:
4.80 5.00 5.20 5.40
m/z 52.00 23.05%
5000 43. 140.0
owsou il v 4
miz--> 50 100 150 200 250
Abundance #21107: 2-Furanmethanol, acetate R N R aEn
81.0 4.80 5.00 5.20 5.40
43.0 m/z 52.95 20.01%
5000 140.0 /\\
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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, chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.205 17.00 ng/ul 1271560 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 94
2 Benzene, chloro- 112 C6H5C1 000108-90-7 94
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 91
4 Benzene, chloro- 112 C6H5C1 000108-90-7 91
5 Benzene, chloro- 112 C6H5C1 000108-90-7 91
Abundance Scan 343 (5.205 min): BN025073.D\data.ms (-339) (-) m/z 112.00 100.00%

112.0
77.0
5000

3&%‘ 4.80 5.00 5.20 5.40 5.60
(
Olrreprrde by e S92 8 e 2808 m/z 77.00 63.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7186: Benzene, chloro-
112.0
5000 [T T T[T I T [T T T T[T T 71T
4.80 5.00 5.20 5.40 5.60
m/z 114.00 31.27%
0' ‘HH‘H‘\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7184: Benzene, chloro-
112.0

4.80 5.00 5.20 5.40 5.60

5000 ITI z 50.00 26.84%
0! e —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7182: Benzene, chloro-

112.0 4.80 5.00 5.20 5.40 5.60
m/z 51.00 26.82%

5000 7o J\m
380

OLereperrde bbb b e e B
miz--> 20 40 60 80 100120140160180200220240260280  4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Benzene, 1,3-dichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.269 6.73 ng/ul 502978 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro- 146 C6H4AC12 000541-73-1 98
2 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 97
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
4 Benzene, 1,4-dichloro- 146 C6HA4C12 000106-46-7 97
5 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 97
Abundance Scan 864 (8.269 min): BN025073.D\data.ms (-858) (-) m/z 145.85 100.00%
145.8
5000 111.0
75.0 A
A
37_0‘ ‘ | 8.00 8.20 8.40 8.60
Obperebihb b bl A77:12089 2668 0147 90 6e.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25333: Benzene, 1,3-dichloro-
146.0
5000 111.0 /\\u‘uu‘uu‘uu,uu

8.00 8.20 8.40 8.60
m/z 111.00  44.57%

75.0

o

Abundance #25343: Benzene, 1,4-dichloro-

\’H\\‘\\“\‘\“\H“I“IHWH‘H\‘\‘HH‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
146.0

A

8.00 8.20 8.40 8.60

5000 ITI/Z 74.95 35.84%
111.0
75.0
370, \\‘ I

0‘V‘H‘HH‘H‘uuuw‘m‘_H‘_JH‘HH‘H‘W‘HW‘H‘_H‘_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25340: Benzene, 1,3-dichloro- e RANEE SR

146.0 8.00 8.20 8.40 8.60

m/z 50.00  24.80%

5000 111.0
75.0
37.0
L de 1]

Ot e e e e e e e v

m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 1-Chloro-2,5-difluorobenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.199 2.52 ng/ul 267388 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloro-2,5-difluorobenzene 148 C6H3C1F2 002367-91-1 59
2 1-Chloro-2,4-difluorobenzene 148 C6H3C1F2 001435-44-5 59
3 3H-1,2-Dithiole-3-thione, 4-methyl- 148 C4H4S3 003354-41-4 35
4 1H-1,3-Benzodiazole-2,5-diamine 148 C7H8N4 085561-97-3 27
5 3,5-Dimethylisonicotinonitrile-1... 148 C8H8N20 1010227-37-1 25
Abundance Scan 1192 (10.199 min): BN025073.D\data.ms (-1183) (- | m/z 148.00 100.00%
148.0
113.0
5000
52.0 —r s
83.9 10.00 10.50
bl wMHJ | 207.0 D
O B m/z 113.00 70.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26658: 1-Chloro-2,5-difluorobenzene
148.0
5000 113.0 T A‘\‘ T
10.00 10.50
63.0 m/z 150.00 39.09%
31.0
O\\\\‘\\‘\\“\\‘\}“H\l‘\“\‘\iwr(\‘)‘\\!‘\‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26657: 1-Chloro-2,4-difluorobenzene
148.0
—— ooy
10.00 10.50
m/z 112.00 24.03%
5000 113.0
63.0
31.0 ‘
0"H"ﬂJ‘HMwN‘W“mU‘Hl‘_‘H“V“H“_‘H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #26491: 3H-1,2-Dithiole-3-thione, 4-methyl- bt
148.0 10 OO 10.50
m/z 51.95 18.83%
5000
115.0
76.0
45.0 ‘
S N 1 MY I —
m/z--> 20 40 60 80 100 120 140 160 180 200 10 OO 10.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042223\

BN©25073.D

: 22 Apr 2023 13:20
: CG/IU
: 02399-06

: 5 Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.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

5 Benzene, 1,2,3-trichloro-

Peak Number

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.593 3.80 ng/ul 402661 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 97
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 97
3 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 96
4 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 95
5 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 95

Abundance Scan 1259 (10.593 min): BN025073.D\data.ms (-1252) (- | m/z 179.90 100.00%
179.9
132.0
5000
74.0
T
‘ h 10.50
0 i m : ‘ 2808 84l n/7 181.90  92.84%
miz--> 50 100 150 200 250 300
Abundance #55243: Benzene, 1,2,3-trichloro-
182.0
5000 109.0145.0 1050 ‘
m/z 132.00 55.76%
37.0 H ‘
O\\\““\‘““\‘\‘\HH H‘\\\m‘\\ ‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #55237: Benzene, 1,2,3-trichloro-
180.0
1050
m/z 74.00 30.12%
5000 74.0
37.0 Hlno ‘
0 HMMW N T S
m/iz--> 50 150 200 250 300 A
Abundance #55239.Benzene,L3,54nchbro— - VLN
180.0 10.50
m/z 69.00 27.28%
5000
74.0
g |10 L
m/z--> 50 100 150 200 250 300 10.50

SFAM-EPA-BN©41023.M Mon Apr 24 13:04:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.351 2.20 ng/ul 232659 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 47
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
3 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 38
4 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
5 3-Cyclopropylcarbonyloxypentadecane 296 C19H3602 1000245-59-0 33
Abundance Scan 1558 (12.351 min): BN025073.D\data.ms (-1553) (- | m/z 69.00 100.00%
69.0
5000 ]k
— ==
‘ 1‘13 0 153.9 12.00 12.50
ol 111801539 2089 2670 3411 ., 41 00 38.96%
miz-> 50 100 150 200 250 300
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0
5000 — ——
12.00 12.50
m/z 39.00 27.44%
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
= —
12.00 12.50
5000 m/z 43.00 20.04%
29.7
AN
miz--> 50 100 150 200 250 300
Abundance #12795: 2-Butenoic acid, 2-propenyl ester — ——
69.0 12.00 12.50
m/z 44.95 16.55%
5000
28.(4 ‘ 111.0
T T e S o —_
m/z--> 50 100 150 200 250 300 12.00 12.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\

Library Search Compound Report

Data File : BN@25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Hexathiane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.122 2.29 ng/ul 333172  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
3 Ethyl Chloride 64 C2H5C1 000075-00-3 4
4 Ethyl Chloride 64 C2H5C1 000075-00-3 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance Scan 2029 (15.122 min): BN025073.D\data.ms (-2023) (- | m/z 63.90 100.00%
63.9
5000
191.8
— —
127.8 15.00 15.50
o"‘H_Hw‘mww“2‘6?7:9"m_m_m_m_m, m/z 191.75  35.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 T —
15.00 15.50
m/z 127.75 13.09%
O‘\\\‘\‘\‘\\\“\\l\‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro-
64.0
A M
15.00 15.50
5000 ITI/Z 65.90 12.78%
0 N \ 163.0 315.0 534.(
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #407: Ethyl Chloride T —
64.0 15.00 15.50
m/z 193.80 9.37%
h A\w
Ottt e e e e = 1 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@©25073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©41023.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.922 4.18 ng/ul 608523  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H100 000119-61-9 97
4 Benzophenone 182 C13H1e0 000119-61-9 95
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2165 (15.922 min): BN025073.D\data.ms (-2160) (- | m/z 105.00 100.00%
105.0
5000 182.0
51.0
1
16.00
Ob bl b 2810 384N 07 00 71.66%
m/z--> 50 100 150 200 250 300 350
Abundance #56922: Benzophenone
105.0
,_/\_]\
5000 T U
182.0 16.00
51.0 m/z 182.00  45.59%
O\\‘\\}‘\\“h\\‘\\\\[‘\\\H\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #56925: Benzophenone
105.0
———
182.0 16.00
5000 m/z 51.00 37.05%
51.0
ottt
m/z--> 50 100 150 200 250 300 350
Abundance #56927: Benzophenone T
105.0 16.00
m/z 50.00 11.57%
182.0
5000
51.0
ottt e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN@25073.D

Acqg On : 22 Apr 2023 13:20

Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
: 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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.198 2.33 ng/ul 418097  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2552 (18.198 min): BN025073.D\data.ms (-2548) (- | m/z 43.00 100.00%
43.0
5000 wvwvmﬂwmvj\vwwwdhwﬂm
129.0 T ‘ T T ‘ T
’ ” ‘ 213.1 18.00 18.50
0 m‘lw‘w “s“‘u‘“\“ b Ly Lo 12829 3550 43LI 4/ 6e.00  83.71%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e s
129.0 18.00 18.50
m/z 73.00 80.94%
‘ 185.0
0 \" “
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.¢
— —
18.00 18.50
5000 129.0 m/Z 41.00 78.04%
H 213 0
0 “‘w‘h\“ ‘“w dlLy ] “2#-‘0‘ S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #92063: Tridecanoic acid — —
73.0 18.00 18.50
m/z 57.05 65.94%
5000 129.0
27. m ‘ 214.0
oL LU hwu\ o S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42223\
Data File : BN025073.D

Acqg On : 22 Apr 2023 13:20
Operator : CG/JU

Sample : 02399-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041023.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|
unknown-01 5.175 5.8 ng/ul 437812 1 7.916 1495790 20.0
Benzene, chloro- 5.205 17.0 ng/ul 1271560 1 7.916 1495790 20.0
Benzene, 1,3-di... 8.269 6.7 ng/ul 502978 1 7.916 1495790 20.0
1-Chloro-2,5-di... 10.199 2.5 ng/ul 267388 2 10.728 2119280 20.0
Benzene, 1,2,3-... 10.593 3.8 ng/ul 402661 2 10.728 2119280 20.0
unknown-02 12.351 2.2 ng/ul 232659 2 10.728 2119280 20.0
Hexathiane 15.122 2.3 ng/ul 333172 3 14.563 2910870 20.0
Benzophenone 15.922 4.2 ng/ul 608523 3 14.563 2910870 20.0
n-Hexadecanoic ... 18.198 2.3 ng/ul 418097 4 17.310 3585120 20.0
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