LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 3.446 21 27 35 rBv4 20610 43963 1.69% 0.424%
2 4.738 241 247 257 rvVB2 28799 52547 2.02% 0.507%
3 5.126 309 313 321 rBvV 23950 38716 1.49% 0.373%
4 5.596 387 393 409 rBVY 202594 370617 14.22% 3.574%
5 7.182 657 663 679 rBV 114075 243105 9.33% 2.345%

7.546 718 725 738 rBV 423197 770113 29.56% 7.427%
8.010 797 804 812 rBV 93615 164162 6.30% 1.583%
8.327 851 858 867 rBvV 414496 741206 28.45% 7.149%
9.167 993 1001 1016 rBV 293326 614701 23.59% 5.929%
10.812 1273 1281 1290 rBV2 89574 193229 7.42% 1.864%

=
QO ~NO®

11 13.256 1689 1697 1715 rBV 912664 1557339 59.77% 15.020%
12 14.630 1925 1931 1946 rBV3 169114 320513 12.30% 3.091%
13 16.123 2178 2185 2205 rBV 711575 1229927 47.20% 11.862%
14 17.380 2392 2399 2415 rBV2 234354 422273 16.21% 4.073%
15 19.982 2836 2842 2856 rBV 1939338 2605502 100.00% 25.129%

16 21.639 3115 3124 3138 rBV2 247809 494785 18.99% 4.772%
17 24.828 3654 3667 3682 rBV 136102 474285 18.20% 4_.574%
18 25.903 3844 3850 3863 rVB 9180 31548 1.21% 0.304%

Sum of corrected areas: 10368531
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\

BG036276.D

10 Aug 2018 20:41

Jus/sJ

J4379-22

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

1500000

1000000

500000

345

TIC: BG036276.D

7.55 8.33

5.60
4 74 5, .13

7.18

8.01 10.81

Time--> 3. 50

700

400 450 500 550 600 650

750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250

Abundance

1500000

1000000

13.26

500000

TIC: BG036276.D

19,98

16.12

17.38 21.64

14.63

0

Time-->

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

1500000

1000000

500000

TIC: BG036276.D

24.83
25.90

O ==
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\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : 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 Trichloroethylene Concentration Rank 4

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

3.45 5.36 ng 43963 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroethylene 130 C2HCI3 000079-01-6 95
2 2-Fluoro-5-chloropyrimidine 132 C4H2CIFN2 062802-37-3 27
3 Benzene, 1-chloro-4-fluoro- 130 C6HACIF 000352-33-0 14
4 Benzene, l1l-chloro-3-fluoro- 130 C6HA4CIF 000625-98-9 14
5 Benzene, 1-chloro-2-fluoro- 130 C6HA4CIF 000348-51-6 14

Abundance Scan 28 (3.451 min): BG036276.D (-21) (-) m/z 95.05 100.00%
95 A
132
5000
60
35 48 84 |m2 3.40 3.50 3.60 3.70 3.80 3.90
O et e e e e M e e e e m/z 132.05 73.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13133: Trichloroethylene
95 130
5000 60
3.40 3.50 3.60 3.70 3.80 3.90
- m/z 129.95 69.58%
0 12 s 4|Z I.| 70 82 s A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14143: 2-Fluoro-5-chloropyrimidine
132
60
3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 96.95 48.02%
31 51 105
70
L1y ‘ \:ﬁg (Ll L 78 8\6 9\7 | ‘113
G A A SR A SRR KRR KA KRR ) RALSN SARA SARAN RARAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13373: Benzene, 1-chloro-4-fluoro-
130 3.40 3.50 3.60 3.70 3.80 3.90
m/z 60.05 33.99%
5000 95
75
0 26 37 0 65 | 84 | 104112 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 unknown4.74 Concentration Rank 3

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

4.74 6.40 ng 52547 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 1,3-Dichloro-4-fluorobenzene 164 C6H3CI2F 001435-48-9 12
3 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HCI2FN2 002927-71-1 12
4 Benzene,1l,3-dichloro-5-fluoro- 164 C6H3CI2F 001435-46-7 10
5 4,6-Dichloro-2-fluoropyrimidine 166 C4HCI2FN2 003824-45-1 10

Abundance Scan 247 (4.738 min): BG036276.D (-241) (-) m/z 165.95 100.00%
146
131
5000 94
ar B RARRE SRR SRR RERRE
357 440 4.60 4.80 5.00
0 T m/z 163.95 56.96%
m/z--> 50 100 150 200 250 300 350
Abundance #33818: Tetrachloroethylene
166
131
5000 A AN AR LR
47 94 4.40 4.60 4.80 5.00
m/z 130.95 55.23%
24
0 —— T
m/z--> 50 100 150 200 250 300 350
Abundance #33961: 1,3-Dichloro-4-fluorobenzene
164
4.40 460 480 500
5000 129 m/z 129.05 51.21%
74 93
50
31
0 ,Im,ﬂ¢mlﬂwf}ﬂ{‘l, .
m/z--> 50 100 150 200 250 300 350
Abundance #35290: Pyrimidine, 5-fluoro-2,4-dichloro- R Ry
166 4.40 4.60 4.80 5.00
131 m/z 94.05 42 .29%
5000
31 78
O J”Jﬁ}"qu“ %Q§ RIS UL UL I UL B SR RRARE SRR AR RARRS
m/z--> 50 100 150 200 250 300 350 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 5

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

5.13 4.72 ng 38716 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 40
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 25

Abundance Scan 314 (5.132 min): BG036276.D (-309) (-) m/z 43.15 100.00%
43 5o
5000
101
480 5.00 5.20 5.40
86
o...,....,....,....','!...‘?.1.-.']i....,....,.~.~..,.9.4.:,....,....,....,.... m/z 59.10 79.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 /\I AR RARAE SRR
480 5.00 5.20 5.40
59 m/z 101.15 31.92%
” a3 101
0 ”.,....,”:.,.?ﬁnq:..?}u“,..??,.Zq .n..?%..:w...,...w....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20926: 2-hydroxy-2-methyl-4-heptanone
43
59 480 500 520 540
5000 71 m/z 58.25 19.87%
27
o el sl | %P 01 we
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 39.15 9.60%
5000
101
15 58
0 28 |l s1 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 4 unknown7.55 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.55 93.82 ng 770113 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Fluoro-2-chloropyrimidine
2 4-Chloro-6-fluoro-pyrimidine

132 C4H2CIFN2
132 C4H2CIFN2

062802-42-0 27
051422-01-6 27

3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 12
Abundance Scan 726 (7.552 min): BG036276.D (-718) (-) m/z 132.15 100.00%
132
5000 68 /k
w | T 720 740 7.60 7.80
0 h..l,l...,....2]0.7...,....,....?“3.8...,....,.‘.‘7.9. m/z 68.15 47.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 L UL I IR R
7.20 7.40 7.60 7.80
33 0 1(15 m/z 134.15 33.28%
0 “'th!th“ DAL UL L N UL UL BN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 740 7.60 7.80
5000 97 m/z 66.15 32.91%
31 70 ‘
0"JJH¢““|“ DAL UL L N UL UL SR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.15 22.17%
5000
0 15.3“‘916]3; H1014
mz-> 0 50 100 150 200 250 300 350 400 450 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081018\
Data File : BG036276.D

Acq On : 10 Aug 2018 20:41

Operator : JU/SJ

Sample : J4379-22

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
Trichloroethylene 3.45 5.4 ng 43963 1 8.01 164162 20.0
unknown4 .74 4.74 6.4 ng 52547 1 8.01 164162 20.0
2-Pentanone, 4-hy... 5.13 4.7 ng 38716 1 8.01 164162 20.0
unknown? .55 7.55 93.8 ng 770113 1 8.01 164162 20.0
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