Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Integration

Integrator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA_M\DATA\BM091917\

BMO11619.

D

20 Sep 2017 00:04

SJ/JU
15271-20

23 Sample Multiplier: 1

Parameters:

RTE
OFF
1

0.2

Peak separation: 5

LSCINT.P

Filtering: 5

Min Area: 0.1 % of largest Peak

Max Peaks: 100

Peak Location: TOP

Method = Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 5.287 330 340 342 rBv4 68909564 139234875 43.60% 13.678%
2 7.116 645 651 661 rvB 315518 547554 0.17% 0.054%
3 7.293 675 681 694 rBVY 1296348 2162363 0.68% 0.212%
4 7.498 708 716 730 rBV 1310836 2219691 0.70% 0.218%
5 7.863 768 778 790 rBV 28501447 51536820 16.14% 5.063%
6 8.040 790 808 813 rBV5 68050098 203710085 63.80% 20.011%
7 8.387 848 867 872 rBV5 69522413 319317057 100.00% 31.368%
8 8.663 908 914 927 rBV 952316 1573859 0.49% 0.155%
9 9.134 986 994 997 rBV 1628934 2867986 0.90% 0.282%
10 9.175 997 1001 1018 rVB 2098409 3439411 1.08% 0.338%
11 9.469 1043 1051 1062 rBVY 701735 1224765 0.38% 0.120%
12 9.781 1099 1104 1110 rVB 330351 576069 0.18% 0.057%
13 9.851 1110 1116 1124 rBV 1304887 2288814 0.72% 0.225%
14 10.386 1201 1207 1227 rBV 1845053 3233303 1.01% 0.318%
15 10.663 1241 1254 1267 rBV2 65426842 153148959 47.96% 15.045%
16 10.781 1267 1274 1280 rVV 2183901 3483866 1.09% 0.342%
17 11.163 1328 1339 1362 rBV 24873385 44416795 13.91% 4.363%
18 11.369 1368 1374 1388 rVB 285109 531756 0.17% 0.052%
19 12.057 1482 1491 1506 rVB 861207 1544176 0.48% 0.152%
20 12.757 1601 1610 1611 rBV3 228167 400717 0.13% 0.039%
21 12.792 1611 1616 1626 rVB 937762 1543006 0.48% 0.152%
22 13.398 1712 1719 1729 rBV 3493940 5275084 1.65% 0.518%
23 13.998 1811 1821 1827 rBV 3957592 5957025 1.87% 0.585%
24 14.292 1864 1871 1881 rBV 4148989 6133528 1.92% 0.603%
25 14.598 1916 1923 1939 rVB2 2885282 4655719 1.46% 0.457%
26 14.786 1949 1955 1966 rBVY 194282 417101 0.13% 0.041%
27 15.586 2084 2091 2098 rBV 5445358 7792214 2.44% 0.765%
28 15.692 2103 2109 2123 rVB 1857227 2722383 0.85% 0.267%
29 17.333 2382 2388 2399 rBV2 3732332 5488464 1.72% 0.539%
30 17.433 2399 2405 2420 rVV 6099352 8719930 2.73% 0.857%
31 19.721 2788 2794 2805 rBV 7539833 10129000 3.17% 0.995%
32 21.497 3091 3096 3106 rBV 4824359 6383074 2.00% 0.627%
33 23.721 3466 3474 3489 rBV2 4838486 9649645 3.02% 0.948%
34 23.874 3493 3500 3510 rVB 2681008 5645285 1.77% 0.555%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acq On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM0O90817MA_M
SVOA CALIBRATION

Sum of corrected areas: 1017970379
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acqg On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_ M\METHODS\SOM-EPA-BMO90817MA_.M
= SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM011619.D
7e+07 5.ﬂ29 8.04 8,39

10.66
6e+07
5e+07
4e+07
3e+07 7. 8€T

11.16
2e+07

le+07

7.13.29.50 8.66 9947 9985 1039]10.78 14 37

T T
10.00 10.50 11.00 11.50

I
9.50

R M WAL ¥ N B N/ Al

T T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00
Abundance TIC: BM011619.D
7e+07

6e+07
5e+07
4e+07
3e+07
2e+07

1e+07 o
43

13.40 14.00L4.29 4 60 15.2969 17
2.06 1279 A, 71/\

0 4 A N T ad4.79
Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM011619.D

7e+07

6e+07
5e+07
4e+07
3e+07
2e+07

le+07
21.50 23 :2 87

e e e e e e e e e e e e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acq On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 6 Benzene, 1-bromo-4-chloro- Concentration Rank 9

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

9.78 3.31 ng/ul 576069 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 98
2 Benzene, l1-bromo-2-chloro- 190 C6H4BrcClI 000694-80-4 98
3 Benzene, 1-bromo-3-chloro- 190 C6H4BrcClI 000108-37-2 96
4 Benzene, 1l-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 94
5 Benzene, 1l-bromo-2-chloro- 190 C6H4BrcClI 000694-80-4 94

Abundance Scan 1104 (9.781 min): BM011619.D (-1099) (-) m/z 191.75 100.00%
192
111 ﬁ\
75
5000 50
[reiTyrTTTyrTT T T T T T T
37 9% 9.40 9.60 9.80 10.00
o o A0 A 28 Th777189.80 78.94%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #49413: Benzene, 1-bromo-4-chloro-
192
111
5000 75 USRI A LU SUNILE I
9.40 9.60 9.80 10.00
50 m/z 110.90 70.86%
oL 12 26 % ‘L‘Gl % w 129141 155 l
m/z--> 25 Jo eb 85 160 150 110 1éo 1éo 260
Abundance
192
111 9.40 9.60 9.80 10.00
5000 75 m/z 75.00 53.70%
50
0 26 37 61 96 130141 155
m/z--> 25 Jo eb 85 160 150 140 1éo 1éo 260
Abundance #49415: Benzene, 1-bromo-3-chloro-
111 192 9.40 9.60 9.80 10.00
m/z 49.95 41 .98%
5000 75
50
0 26 %8 \‘\ \61 \“ | 9\\6 \‘ 129141 155 1l
m/z--> 25 Jo eb 85 160 150 110 1éo 1éo 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acq On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9 Benzene, 1-chloro-3-nitro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.37 3.05 ng/ul 531756 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 96
2 Benzene, l1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 94
3 Benzene, l1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 94
4 Benzene, l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 94
5 Benzene, l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 74
Abundance Scan 1374 (11.369 min): BM011619.D (-1368) (-) m/z 110.90 100.00%
5 111
5000 157
127 141 - 11,00 11.20 11.40 11.60
(o} bt m/z 74.95 78 .50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27941: Benzene, 1-chloro-3-nitro-
111
75 157
5000 LA AR BN RS
11.00 11.20 11.40 11.60
50 99 m/z 156.90 50.73%
30 85 127
ol 28, ??..L.. f?. ﬂll L ..‘ﬂ.. (N .S |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
111
75 157 11,00 1120 11.40 11.60
5000 m/z 50.00 36.43%
30 50 99
0 39 63 85 127 141
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27940: Benzene, 1-chloro-3-nitro- R e e R
111 11.00 11.20 11.40 11.60
75 157 m/z 112.90 32.24%
5000
30 0 99
d e e s | @ |
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acq On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10 4-Chloro-2-nitrophenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.06 8.86 ng/ul 1544180 Naphthalene-d8 10.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 98
2 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 97
3 4-Chloro-2-nitrophenol 173 C6H4CINO3 000089-64-5 95
4 Phenol, 2-chloro-4-nitro- 173 C6H4CINO3 000619-08-9 72
5 Phenol, 5-chloro-2-nitro- 173 C6H4CINO3 000611-07-4 58

Abundance Scan 1492 (12.063 min): BM011619.D (-1482) (-) m/z 63.00 100.00%

173

L

5000
226 11. 80 12. 00 12. 20 12. 40
o 191 207 m/z 172.90 96.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38288: 4-Chloro-2-nitrophenol
63 173
5000 99 LN L L B L L L L L LB LB

115 11. 80 12. 00 12. 20 12. 40
127 143 m/z 98.90 42.97%

30
w®, Py L
....‘,.‘r..”‘,..“U.,H‘.l“l‘i.‘.‘..‘l‘..:‘.‘,.‘l“. N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
173

11.80 12.00 12.20 12.40

o

5000 63 m/z 174.90 32.47%
115957
18 % 51 75 g7 143 156
S U UL I B S S LA LR RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38289: 4-Chloro-2-nitrophenol R B e B
173 11. 80 12. 00 12. 20 12. 40

m/z 114.90 31.51%

63
5000
99
115
30 51 TS a7 “ 127 143 154
0 1 . I ! ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 80 12. 00 12. 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091917\
Data File : BM011619.D

Acq On : 20 Sep 2017 00:04

Operator : SJ/JU

Sample : 15271-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1l-bromo-... 9.78 3.3 ng/ul 576069 2 10.78 3483870 20.0
Benzene, 1-chloro... 11.37 3.0 ng/ul 531756 2 10.78 3483870 20.0
4-Chloro-2-nitrop... 12.06 8.9 ng/ul 1544180 2 10.78 3483870 20.0
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