LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14 Instrument :
Operator : JU/SJ BNA_F

Sample - J1999-01 ClientSampleld :
Misc - AM-WWTP-001
ALS Vial : 9 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 - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_.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 height area % max. total
1 2.299 30 36 46 rvB 527457 698693 14.52% 2.202%
2 3.563 249 251 259 rBV3 45466 80510 1.67% 0.254%
3 5.198 524 529 536 rBY 868733 893978 18.58% 2.817%
4 5.469 571 575 578 rBV 95806 80021 1.66% 0.252%
5 5.587 589 595 612 rBVY 1661193 1634907 33.98% 5.152%
6 5.828 631 636 638 rBV 167418 144736 3.01% 0.456%
7 5.857 638 641 644 rVV 420842 356409 7.41% 1.123%
8 5.916 648 651 660 rvv 201099 169381 3.52% 0.534%
9 6.581 760 764 767 rBvV 1171864 931324 19.36% 2.935%
10 6.739 786 791 794 rBV 2756868 2572480 53.47% 8.106%

11 6.969 826 830 834 rBV 957331 757802 15.75% 2.388%
12 7.128 853 857 860 rBV 3615282 3256197 67.68% 10.260%
13 7.533 917 926 929 rBV 2676566 2761578 57.40% 8.702%
14 7.833 974 977 982 rBV 54653 52020 1.08% 0.164%
15 8.251 1044 1048 1051 rBV 1264159 1046444 21.75% 3.297%

16 9.251 1214 1218 1226 rBV 107159 99313 2.06% 0.313%
17 9.327 1226 1231 1234 rBV 4635333 4811171 100.00% 15.160%
18 9.763 1301 1305 1309 rVB 91556 83218 1.73% 0.262%

19 10.010 1343 1347 1351 rBV2 1371548 1196962 24.88% 3.772%
20 10.804 1477 1482 1485 rBV 2365220 2171251 45.13% 6.842%

21 10.927 1500 1503 1509 rBV 95583 76989 1.60% 0.243%
22 11.504 1597 1601 1604 rBV 1461897 1224151 25.44% 3.857%
23 11.874 1661 1664 1667 rBV 70256 54034 1.12% 0.170%

24 13.098 1867 1872 1875 rBV2 4134125 4640397 96.45% 14.622%
25 14.180 2050 2056 2060 rBV 1056832 1065415 22.14% 3.357%
26 15.756 2319 2324 2334 rVB2 641172 876110 18.21% 2.761%

Sum of corrected areas: 31735491
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF103847.D
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Abundance TIC: BF103847.D
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Abundance TIC: BF103847.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.30 18.44 ng 698693 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 36 (2.299 min): BF103847.D (-30) (-) m/z 73.10 100.00%
7B
5000
43 55 g7 1 U
. | . 220 240  2.60
Oyt e O e M/Z 43.05  32.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 43 55 220 240 260
07 87 m/z 87.10 25.49%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AL
220 240 260
5000 41 55 m/z 55.00 24 _.19%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T
73 220 240 260
m/z 71.10 11.61%
5000
45
29
o 39| S 67 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 R-(-)-1,2-propanediol Concentration Rank 8

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

3.56 2.12 ng 80510 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 1-Butene, 4-methoxy 86 C5H100 004696-30-4 9
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 250 (3.557 min): BF103847.D (-249) (-) m/z 43.00 100.00%
43
5000

3.20 3.40 3.60 3.80

o 1 S m/z 43.95 68.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45
vV, MDY
5000 LA L L L L L LB
3.20 3.40 3.60 3.80
10 29
0 12191 26 33 3042 535761 76
T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
5000
2731 61
0 1519 3942 53 57 75
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1748: 1-Butene, 4-methoxy
45
5000
29
2 N S
Ot e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 23.59 ng 893978 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 529 (5.198 min): BF103847.D (-524) (-) m/z 43.00 100.00%
43
59
5000
i +k 3o 80 sk ko
83 : : : : :
o...,....,....,....',':...?.1.:!,...‘??....,.~...,....-,....,....,....,....,...., m/z 59.00 58.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rrrryrrr i T T T T
4.80 500 520 5.40 5.60
m/z 101.00 22.12%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 16.69%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4-methyl- e e .A, —
43 4.80 500 520 5.40 5.60

m/z 41.00 8.37%

5000

101

71
15 28
\ . 56 86

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 520 5.40 5.60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Benzene, 1,3-dimethyl- Concentration Rank 7

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

5.83 3.82 ng 144736 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 95
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 80

Abundance Scan 636 (5.828 min): BF103847.D (-631) (-) m/z 91.00 100.00%
N
5000 106
39 51 65 /7 | 540 560 580 6.00 6.20
Ol e el et e e et m/z 106.10  45.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
9
106
5000 USRNSSR R S
540 5.60 5.80 6.00 6.20
m/z 105.10 18.94%
o N AN .- P PR O TR 300 - | R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
540 5.60 580 6.00 6.20
5000 106 m/z 77.00 11.97%
51 7
o 25 H D P E e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5081:p—Xerne | BSLLEN NLJLLELE LE ILL BLLI
o 540 5.60 5.80 6.00 6.20
m/z 51.00 8.57%
5000 106
39 51 77
IV V- N 0 - S U U Y S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Ethanol, 2-butoxy- Concentration Rank 6

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

5.92 4_47 ng 169381 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
2 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 53
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 23
5 n-Butyl ether 130 C8H180 000142-96-1 16

Abundance Scan 652 (5.922 min): BF103847.D (-648) (-) m/z 57.10 100.00%
57
5000
45
39‘ 75 8|7 560 580 600 6.20
Ob e Sl 8360 T 10 "m/z 45.00 36.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45 -/¥----|--- S NARRERARAR
5.60 5.80 6.00 6.20
39 87 m/z 41.10 30.74%
ob 15 |, AT |, 6369 100 118
m/z--> 10 20 30 40 éo 60 fo éo 90 160 110 120
Abundance
5.60 5.80 6.00 6.20
5000 m/z 87.10 22 .95%
29 69 87
39
15 51 102
e RS R S R R RS RS AR AR MRS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether T s e e R
57 5.60 5.80 6.00 6.20
45 m/z 56.00 8.56%
5000
29 75
87
oL 18 I 3‘9“ 51 | 63 69 100
m/z--> 10 2'0 30 40 50 60 70 80 90 100 110 120 560 580 600 620
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 unknown6.74 Concentration Rank 2

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

6.74 67.89 ng 2572480 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.739 min): BF103847.D (-786) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrTTrTTr T T T T
40 ,, 54 75 104 6.40 6.60 6.80 7.00
o M, i - VA1 Ml SN N m/z 68.10 37.79%
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 AR SRR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.32%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 23.48%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 6.40 6.60 6.80 7.00

m/z 96.00 14 .83%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103847.D

Acq On : 22 Mar 2018 13:14

Operator : JU/SJ

Sample : J1999-01 AVLWWTP-001
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.30 18.4 ng 698693 1 6.97 757802 20.0
R-(-)-1,2-propane. .. 3.56 2.1 ng 80510 1 6.97 757802 20.0
2-Pentanone, 4-hy... 5.20 23.6 ng 893978 1 6.97 757802 20.0
Benzene, 1,3-dime... 5.83 3.8 ng 144736 1 6.97 757802 20.0
Ethanol, 2-butoxy- 5.92 4.5 ng 169381 1 6.97 757802 20.0
unknown6 .74 6.74 67.9 ng 2572480 1 6.97 757802 20.0
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