LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50
Operator : CG\JU

Sample : N1806-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127240.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.504 542 547 550 rBV 2121521 2126258 77.78% 11.530%
2 6.510 713 718 721 rBV 2332784 2180980 79.78% 11.826%
3 6.875 777 780 784 rBV 745179 598622 21.90% 3.246%
4 7.445 872 877 880 rBV 1610448 1538571 56.28% 8.343%
5 8.163 995 999 1002 rBV 933936 818998 29.96% 4.441%

9.239 1177 1182 1185 rBV 3231471 2733703 100.00% 14.824%

6

7 9.922 1294 1298 1301 rBV 973348 881431 32.24% 4.780%
8 10.710 1428 1432 1436 rBV 1837284 1707935 62.48% 9.261%
9 11.410 1547 1551 1554 rBV 975759 846373 30.96% 4.589%
10 11.433 1554 1555 1560 rVB 152941 92764 3.39% 0.503%
11 11.792 1613 1616 1619 rVB 93271 72079 2.64% ©.391%
12 11.939 1638 1641 1644 rVB2 32368 33000 1.21% 0.179%
13 12.022 1652 1655 1658 rBV2 30308 36361 1.33% 0.197%
14 12.498 1732 1736 1739 rBV 132365 112814 4.13% 0.612%
15 12.627 1754 1758 1761 rBV 287376 241407 8.83% 1.309%
16 12.839 1790 1794 1795 rBV2 45785 48863 1.79% ©.265%

17 12.857 1795 1797 1860 rVB 214878 166532 6.09% ©.903%
18 12.998 1817 1821 1824 rBV 2383319 1919574 70.22% 10.409%

19 13.286 1866 1870 1873 rBV2 22644 31917 1.17% 0.173%
20 13.833 1961 1963 1969 rBV3 27772 52630 1.93% 0.285%
21 13.921 1975 1978 1982 rVB 78899 81163 2.97% 0.440%
22 13.974 1984 1987 1989 rBv4 30914 38279 1.40% 0.208%
23 14.021 1992 1995 1997 rVV 116127 135294 4.95% 0.734%
24 14.057 1997 2001 2004 rVV2 619936 678386 24.82% 3.679%
25 14.080 2004 2005 2012 rVV 130654 118179 4.32% 0.641%
26 14.151 2014 2017 2022 rVB3 23067 36662 1.34% 0.199%
27 15.110 2176 2180 2183 rBV 109146 160787 5.88% 0.872%
28 15.415 2229 2232 2236 rVB 56915 71111 2.60% 0.386%
29 15.480 2239 2243 2249 rVB 81058 107232 3.92% 0.581%
30 15.551 2250 2255 2259 rBV 397516 513501 18.78% 2.784%
31 15.992 2328 2330 2335 rVB2 27130 34791 1.27% 0.189%
32 17.051 2507 2510 2517 rVB2 34825 61634 2.25% 0.334%
33 17.509 2585 2588 2598 rVB3 29055 62910 2.30% 0.341%
34 18.215 2701 2708 2716 rBV3 42003 100778 3.69% 0.546%
Sum of corrected areas: 18441519
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Mar 2022 00:50
¢ CG\JU
: N1806-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030722\
BF127240.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

8270-BF021622.M Tue Mar 08 11:37:36 2022

TIC: BF127240.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50
Operator : CG\JU

Sample : N1806-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.498 2.67 ng 112814  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 93
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91

Abundance Scan 1736 (12.498 min): BF127240.D\data.ms (-1732) (1 m/z 55.10 100.00%
1

5
5000
23.1 189.0 264.1 12'50
“ ""153.0 U 222.2 . 12.50
ol m/z 69.10 62.10%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 T
12.50
230 m/z 41.10 59.80%
‘ ‘ H W | ' 180.0 2220 2640,
02‘5“0“ I ‘ ‘w‘m\ “ uw w‘thH‘ u\HU\ n‘“\ el “‘ e A ‘ ‘H‘ , ‘Q\G‘C
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
—r
12.50
5000 m/z 74.10 53.49%
264.0
. 180.0 222.0 206.C
miz-> 50 100 150 200 250 300 ﬂ A
Abundance #194426: 13-Octadecenoic acid, methyl ester TSR RS A VLA NS V1A B
55.0 12.50
m/z 83.05 46.68%
5000
87.0
264.0
Ll Lo, 1800 220 | eg
0 \\‘M”M‘ — T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50

Operator : CG\JU

Sample : N1806-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT 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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.922 2.39 ng 81163  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 78
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 38
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 27
4 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 27
5 Benzoic acid, ethyl ester 150 CSH1e02 000093-89-0 27

Abundance Scan 1978 (1
1

3.921 min): BF127240.D\data.ms (-1975) (-]

05.0
149.1
5000
51.0
0 L | 206.1240.0 281.1 327.
A e e B B B A B e e S e
miz--> 50 100 150 200 250 300
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000
45.0
0\‘\‘\“‘\‘\%!‘“\\\\l\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
52.0
ol b |
m/z--> 50 100 150 200 250 300
Abundance #38966: Benzoyl isothiocyanate
105.0
5000
51.0
L
m/z--> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50
Operator : CG\JU

Sample : N1806-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.416 2.77 ng 71111  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2232 (15.415 min): BF127240.D\data.ms (-2229) (-, m/z 252.05 100.00%

252.1
5000

125.0 15 50
. 199.0
ol 080 JJ) 16311990, | 3130 3%. . y50.10 31.13%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000

15 50
m/z 253.10  21.19%

125.0
0B9.0 830 , | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138567: BenzolKk]fluoranthene
252.0

15 50
5000 m/z 125.00 12.06%
126.0
0890 840 ‘\‘ 16302000 |

R b B B e AL AR A

m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene T
252.0 15.50

m/z 125.90  10.64%

5000
126.0 M
0 83, 0 \H‘ ‘“ 200. 0 i /‘/\'\’\«MNN\ N

m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50
Operator : CG\JU

Sample : N1806-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknownl8.215 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.93 ng 100778  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-benzoxathiol-2-one, 5-hydrox... 241 C9H7NO5S 1000396-51-3 15
2 N-(4-Methoxyphenyl)-5H,6H,7H-cyc... 241 C14H15N30 1000435-74-9 11
3 5-(Dichloromethyl)-3-(4-nitrophe... 273 C9H5C12N303 905107-65-5 11
4 8-Nitro-1,2-dimethylpyrrolo[3,2-... 241 C13H11N302 072793-29-4 11
5 3-Formyl-10-methylphenothiazine 241 C14H11NOS 004997-36-8 11

Abundance Scan 2708 (18.215 min): BF127240.D\data.ms (-2701) (-} m/z 241.20 100.00%

95.0 241.2
5000 43.0 149.2 425..
287.1
57, ‘ 3553 18.00 18.50
o] m/z 95.00 85.82%
mlz--> 50 100 150 200 250 300 350 400
Abundance #125137: 1,3-benzoxathiol-2-one, 5-hydroxy-4,7-dimethy!|
241.0
67.0
5000 — —
18.00 18.50
193.0 m/z 273.30  83.91%
‘ ‘ 139.0 ‘
ol \‘H‘M\“ ‘EH‘\““H“UU ‘uh\ ’\‘d\‘ ‘H‘ ‘\“h‘ \‘ i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #124751: N-(4-Methoxyphenyl)-5H,6H,7H-cyclopenta[d]p
241.0
18.00 18.50
5000 ITI/Z 69.00 77 .52%
39.0
‘ 119.0 9?'0
I VY TYWE W bt § S
miz--> 50 100 150 200 250 300 350 400
Abundance #165146: 5-(Dichloromethyl)-3-(4-nitrophenyl)-1,2,4-oxad P ——
278.0 18.00 18.50
76.0 1270 m/z 55.10  70.95%
5000
0! — e
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_F\Data\BF@30722\
Data File : BF127240.D

Acqg On : 08 Mar 2022 00:50
Operator : CG\JU

Sample : N1806-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
9-Octadecenoic ... 12.498 2.7 ng 112814 4 11.410 846373 20.0
1,3-Dioxolane, ... 13.922 2.4 ng 81163 5 14.057 678386 20.0
Benzo[e]pyrene 15.416 2.8 ng 71111 6 15.551 513501 20.0
unknown18.215 18.215 3.9 ng 100778 6 15.551 513501 20.0
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