LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042681.D

Aca On > 2 Sep 2019 3:37

Operator : HP/JU

Sample : K4579-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.118 3 5 19 rVB 73373 89401 5.39% 0.752%
2 5.550 413 419 430 rBV 263189 439860 26.53% 3.701%
3 7.160 686 693 709 rBV 272971 493462 29.76% 4.152%
4 7.530 748 756 765 rBV 297726 522634 31.52% 4_.397%
5 7.994 828 835 843 rBV 93905 157722 9.51% 1.327%
6 8.324 883 891 898 rBV 240085 426233 25.71% 3.586%
7 9.164 1026 1034 1051 rBV 153112 297844 17 .96% 2.506%
8 10.821 1307 1316 1334 rBV 111424 226625 13.67% 1.907%
9 13.271 1727 1733 1752 rBV 580600 954308 57 .55% 8.029%
10 14.105 1869 1875 1885 rBvV 54973 93164 5.62% 0.784%

11 14.657 1962 1969 1978 rBV 233600 377783 22.78% 3.179%
12 16.150 2215 2223 2245 rBV 480420 841795 50.77% 7.083%
13 17.407 2431 2437 2441 rBvV2 318709 496631 29.95% 4_.179%
14 17.448 2441 2444 2452 rVB 87806 134712 8.12% 1.133%
15 17.542 2457 2460 2467 rVB 14825 21949 1.32% 0.185%

16 18.294 2585 2588 2592 rBV4 17199 25881 1.56% 0.218%
17 19.463 2782 2787 2794 rBV 302343 428865 25.87% 3.608%
18 19.822 2840 2848 2856 rVB 271238 451398 27.22% 3.798%
19 20.022 2876 2882 2887 rBV 1259312 1658081 100.00% 13.951%
20 21.079 3059 3062 3072 rVB 53082 88974 5.37% 0.749%

21 21.684 3157 3165 3170 rBV2 416201 990864 59.76% 8.337%
22 21.731 3170 3173 3186 rVB 188501 307489 18.54% 2.587%
23 22.489 3298 3302 3307 rBV2 33247 61198 3.69% 0.515%
24 22.695 3334 3337 3342 rVB4 22351 30817 1.86% 0.259%
25 23.899 3533 3542 3549 rBV 162798 520939 31.42% 4._.383%

26 24.622 3659 3665 3678 rVB 104565 304552 18.37% 2.562%
27 24.769 3682 3690 3700 rVB 119040 336982 20.32% 2.835%
28 24.922 3707 3716 3725 rBV2 239103 694258 41.87% 5.841%
29 28.629 4337 4347 4358 rBV3 47857 197336 11.90% 1.660%
30 29.781 4533 4543 4558 rVB3 45306 213411 12.87% 1.796%

Sum of corrected areas: 11885168
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090119\

BG042681.D

2 Sep 2019  3:37

HP/JU

K4579-08

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000
.12

TIC: BG042681.D

7.53
5.55 7.16 8.32

9.16

7.99 10.82

ol
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

1200000

1000000

800000

600000

400000

200000

13.27

TIC: BG042681.D

20.02

21.68

16.15

14.66

14.10

05
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

1200000

1000000

800000

600000

400000

200000

ol

' 242857
28.63 29.78

TIC: BG042681.D

24.92
23.90

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\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042681.D

Aca On > 2 Sep 2019 3:37

Operator : HP/JU

Sample : K4579-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown3.12 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.12 11.34 ng 89401 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 5

Abundance Scan 5 (3.118 min): BG042681.D (-3) (-) m/z 73.10 100.00%
3
5000 /\\\‘
87
43 55 U A SRR LN AR
| 50 | 3.20 3.30 3.40 3.50
S < S U S — m/z 87.10 31.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RN SR UL AR
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 22.29%
?9 35 | | 67
miz--> 0 20 30 40 50 60 70 8 9 100
Abundance #734: N-Ethylformamide
30
& RN SRR UL AR
3.20 3.30 3.40 3.50
5000 m/z 43.10 21.76%
44 58
18 “
"w'”'“"l'"?ﬁw”lw'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8379: 3-Pentanol, 2,4-dimethyl- L S
7B 3.20 3.30 3.40 3.50
m/z 45.10 9.92%
5000 55
43
T '}§'| --?ﬁw‘--§7H‘wﬂ--| T |"§?| 2 '|??" |"'9?|"' il U AN SRR UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042681.D

Aca On > 2 Sep 2019 3:37

Operator : HP/JU

Sample : K4579-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.53 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.53 66.27 ng 522634 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 756 (7.530 min): BG042681.D (-748) (-) m/z 132.00 100.00%
132
5000
68
96 T T T T T
40 54 ‘ 75 103 7.20 7.40 7.60 7.80
..,....,....,...:,'-.-..7.,....??.I.'....,.5.‘?.,..!.,.':..,....,....,"...,.. m/z 134.00 31.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL U U LR
7.20 7.40 7.60 7.80
0
314 5 78 m/z 68.10 30.69%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
U A L IR LR
7.20 7.40 7.60 7.80
5000 m/z 66.10 20.75%
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A EREEEEEEEe e
132 7.20 7.40 7.60 7.80
m/z 69.10 12.81%
5000 6
41 97
53 117
"v"'l“"lgﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" A LA L IR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042681.D

Aca On > 2 Sep 2019 3:37

Operator : HP/JU

Sample : K4579-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.62 8.77 ng 304552 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 3665 (24.622 min): BG042681.D (-3659) (-) m/z 252.00 100.00%

252

5000

24.40 24.60 24.80 25.00
m/z 250.00  28.15%

125

41 63 84100 157174 200 224 270 288303 329

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene

5000
24.40 24.60 24.80 25.00

m/z 253.00 22 .43%

125
39 63 83 99 , | 146 174 200 224

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104218: Benzo[a]pyrene

252

24.40 24.60 24.80 25.00
5000 m/z 251.05 10.81%

126
39 63 87 111 149 174 200 224 |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #104227: Benz[e]acephenanthrylene
252 24.40 24.60 24.80 25.00
m/z 125.05 7.71%
5000
126
39 63 83100, | 150 174 200 224 ]
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24. 40 24 60 24. 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090119\
Data File : BG042681.D

Acq On : 2 Sep 2019 3:37

Operator : HP/JU

Sample - K4579-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3.12 3.12 11.3 ng 89401 1 7.99 157722 20.0
unknown7 .53 7.53 66.3 ng 522634 1 7.99 157722 20.0
Benzo[e]pyrene 24 .62 8.8 ng 304552 6 24.92 694258 20.0
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