LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 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-BF032217_.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 2.051 23 28 38 rvB3 45870 75745 1.42% 0.226%
2 4.110 373 378 382 rBVY 309683 330963 6.20% 0.985%
3 4.498 439 444 447 rBV 2167052 2038297 38.15% 6.069%
4 4.898 506 512 514 rBvV 74700 66518 1.25% 0.198%
5 5.551 619 623 628 rVvB 1397703 1438686 26.93%  4.284%

5.716 645 651 654 rBVY 3538477 3665507 68.61% 10.914%
5.975 690 695 698 rBV 1025455 938535 17.57% 2.794%
6.122 716 720 721 rBV 142340 117477 2.20% 0.350%
6.157 721 726 729 rVB 3417843 3592210 67.24% 10.696%
6.622 798 805 808 rBV 2573309 3070008 57.47% 9.141%

=
QO ~NO®

11 6.998 865 869 875 rvB 169287 171899 3.22% 0.512%
12 7.133 888 892 895 rBvV 144657 151898 2.84% 0.452%
13 7.475 945 0950 954 rBV 1231424 1260569 23.60% 3.753%
14 8.504 1122 1125 1128 rVB3 91148 86157 1.61% 0.257%
15 8.804 1170 1176 1180 rBV 4445281 5342256 100.00% 15.907%

16 9.239 1247 1250 1256 rBV2 65034 67288 1.26% 0.200%
17 9.298 1256 1260 1266 rVB 61320 65603 1.23% 0.195%
18 9.622 1309 1315 1319 rVB2 1326448 1375491 25.75% 4._.096%
19 10.598 1474 1481 1484 rBV 2223662 2661099 49.81% 7.923%
20 11.445 1621 1625 1629 rBV 1227686 1252787 23.45% 3.730%

21 12.168 1745 1748 1752 rBV 88375 92225 1.73% 0.275%
22 13.145 1911 1914 1921 rVB4 50458 59816 1.12% 0.178%
23 13.433 1957 1963 1966 rBV 3468058 3975393 74.41% 11.837%
24 14.698 2174 2178 2186 rBV 837636 931723 17 .44% 2.774%
25 16.339 2452 2457 2463 rBV 653129 757167 14.17% 2.254%

Sum of corrected areas: 33585317
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093889.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.11 7.05 ng 330963 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 378 (4.110 min): BF093889.D (-373) (-) m/z 43.00 100.00%
43
59
5000
101
3.80 4.00 4.20 4.40
83
e S0l Ll 60 8 | w/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S AR RS AR A
3.80 4.00 4.20 4.40
59 m/z 101.10 20.69%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
380 400 4.20 440
5000 41 m/z 58.00 15.24%
31
69 o
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R e R R ma
43 3.80 4.00 4.20 4.40
m/z 41.05 8.44%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2 unknown5.72 Concentration Rank 1

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

5.72 78.11 ng 3665510 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 652 (5.722 min): BF093889.D (-645) (-) m/z 132.00 100.00%
5000
68
96 IIIIIIIIIIIIIIIIIII
40 54 ‘ 75 104 5.40 5.60 5.80 6.00
o....,....:-:..“ﬁ....,‘?!.',..'..,..5.‘?,..!.,....,.1.1?.,....,"...,.. m/z 134.00 34.20%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL IR N SR AR
5.40 5.60 5.80 6.00
/z 68.10 31.09%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
540 560 580 600
5000 67 m/z 66.00 19.09%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine T
132 5.40 5.60 5.80 6.00
o m/z 96.00 12.53%
5000 0
31 44 60
'"'Ik"'l'l'ﬁw"'k""l"7FI'ﬁql"'al}Pﬁl'%}él""l“" T AR S LR RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 3 unknown6.12 Concentration Rank 5

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

6.12 2.50 ng 117477 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfamic acid 97 H3NO3S 005329-14-6 40
2 Ammonium sulfamate 114 H6N203S 007773-06-0 9
3 1,3-Diazine 80 C4H4N2 000289-95-2 7
4 Ethene, 1-chloro-2-fluoro- 80 C2H2CIF 000460-16-2 7
5 Boron, (methanamine)tris(trifluo... 249 C4H5BFON 128353-61-7 4

Abundance Scan 720 (6.122 min): BF093889.D (-716) (-) m/z 80.00 100.00%
80
69
5000
100 119131
46 57 ‘ 5.80 6.00 6.20 6.40
e ST LI 10 60 210 e eE T 63.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2954 Sulfamic acid
80
17
5000 48 "|""|"A“|"" LR
64 580 6.00 6.20 6.40
m/z 64.00 30.82%
32 9(
L I
m/z--> 25 4b eb 80 160 150 150 160 180 260 250
Abundance
17 64 80
48 '580 6.00 6.0 640
5000 m/z 131.00 16.68%
32 9%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #lO45:l,3—D|a2|ne LA L L L N L B |
80 5.80 6.00 6.20 6.40
m/z 100.00 13.45%
5000
53
26
L 39 | ‘
m/z--> 25 Jo 65 80 160 150 150 160 180 260 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5 unknown7.00 Concentration Rank 4

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

7.00 2.73 ng 171899 Naphthalene-d8 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahydro-pyrrolo[1l,2-c]Joxazole... 143 C6HONOS 1000190-53-6 17
2 4(1H)-Pyrimidinone, 6-amino-2,3-... 143 C4H5N30S 001004-40-6 16
3 3-Aminophthalonitrile 143 C8H5N3 058632-96-5 10
4 4-Amino-6-hydroxy-2-mercaptopyri... 143 C4H5N30S 065802-56-4 9
5 Isoquinoline, 1-methyl- 143 C10HSN 001721-93-3 9

Abundance Scan 869 (6.998 min): BF093889.D (-865) (-) m/z 143.10 100.00%
143
5000 69
42 54 ‘ & 113 SN S
96 | 126 6.60 6.80 7.00 7.20 7.40
76
.,....,...:!”...,.'I.mﬁ..-li....,!.:.,..'.'!,.19.“3.;....,..!-.,....,.!..,... m/z 69.05 43.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19420: Tetrahydro-pyrrolo[1,2-c]oxazole-3-thione
143
;
5000 55 IR SR L
41 6.60 6.80 7.00 7.20 7.40
. 68 83 m/z 85.10 32.35%
|“'W|§4J |‘ w"‘wZ?"M'w"'&qg“l}}ﬁl'”'|'”'|'h'|'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
143
6.60 6.80 7.00 7.20 7.0
5000 m/z 66.00 30.69%
43 68
115
36 55 76 8 93100107 126
Wmmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19542: 3-Aminophthalonitrile A S Raman E
143 6.60 6.80 7.00 7.20 7.40
m/z 113.00 26.38%
5000 116

62 89
41 52 % 75 7 90 126 ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Fluoro-6-nitrophenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.13 2.41 ng 151898 Naphthalene-d8 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 96
2 5-Fluoro-2-nitrophenol 157 C6H4FNO3 000446-36-6 76
3 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 64
4 2-Fluoro-4-nitrophenol 157 C6H4FNO3 000403-19-0 49
5 Phenol, 2-fluoro-4-nitro-, aceta... 199 C8H6FNO4 1000125-98-6 47
Abundance Scan 891 (7.128 min): BF093889.D (-888) (-) m/z 157.00 100.00%

5000

6.80 7.00 7.20 7.40
m/z 57.00 56.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #27950: 2-Fluoro-6-nitrophenol
157
5000 LA L L L L L LB |
57 83 6.80 7.00 7.20 7.40
9 ., 127 m/z 83.00 53.43%
e e e S ek 0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
157
6.80 7.00 7.20 7.40
5000 m/z 82.00 46 .84%
57 83 o 127
18 28 3 44 70 91 111 140
mmwmwmmww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27952: 4-Fluoro-2-nitrophenol T
157 6.80 7.00 7.20 7.40
m/z 127.00 32.12%
5000 57 83
99
30 111 127
18 39 70 140
.P”w”hﬂum”fﬁdw&n%J.L”Numuuﬂuwukpuﬂuup”h””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093889.D

Acq On : 23 Mar 2017 19:59

Operator : SJ/MA

Sample : 12371-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 4.11 7.0 ng 330963 1 5.97 938535 20.0
unknown5.72 5.72 78.1 ng 3665510 1 5.97 938535 20.0
unknown6 .12 6.12 2.5 ng 117477 1 5.97 938535 20.0
unknown? .00 7.00 2.7 ng 171899 2 7.47 1260570 20.0
2-Fluoro-6-nitrop. .. 7.13 2.4 ng 151898 2 7.47 1260570 20.0
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