LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample : J3252-04

Misc :

ALS Vial : 15 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\HPCHEMI\BNA G\METHODS\8270-BG060718 .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 4.574 214 219 223 rBV 103942 156971 3.19% 0.703%
2 5.167 314 320 329 rBV 183791 279450 5.68% 1.252%
3 5.631 391 399 408 rBV 924690 1471780 29.92% 6.593%
4 7.212 660 668 676 rBV 844210 1471096 29.91% 6.590%
5 7.588 724 732 742 rVB 998458 1678960 34.14% 7.521%

6 8.052 805 811 820 rVB 181963 312842 6.36% 1.401%
7 8.375 859 866 875 rBV 718084 1226049 24.93% 5.492%
8 9.215 1001 1009 1019 rBV 619085 1114089 22.65% 4.991%
9 10.854 1281 1288 1298 rBV 223461 418465 8.51% 1.875%
10 13.297 1696 1704 1714 rBV 1692692 2613941 53.14% 11.710%
11 13.861 1790 1800 1808 rBV5 29354 51564 1.05% 0.231%
12 14.672 1931 1938 1946 rBV2 400362 654552 13.31% 2.932%
13 15.283 2037 2042 2050 rBv4 40111 69997 1.42% 0.314%

14 16.158 2180 2191 2208 rBV 1684635 2560717 52.06% 11.471%
15 17.415 2398 2405 2412 rBV 610385 934008 18.99% 4.184%

16 18.297 2551 2555 2561 rBV2 52301 78447 1.59% 0.351%
17 19.565 2767 2771 2779 rBV3 54270 82239 1.67% 0.368%
18 20.024 2842 2849 2857 rBV 3706062 4918582 100.00% 22.034%
19 20.693 2952 2963 2967 rBV 21225 72104 1.47% 0.323%

20 21.680 3125 3131 3137 rVV 636489 1067586 21.71% 4.782%
21 21.733 3138 3140 3148 rVV6 44245 78747 1.60% 0.353%
22 24.899 3666 3679 3691 rBV3 347453 1010785 20.55% 4.528%

Sum of corrected areas: 22322971
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample = J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035384.D
3500000

3000000
2500000
2000000

1500000

7.59
1000000 5.63 791
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500000

457 517 8.05 10.85
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035384.D
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20.02

3000000
2500000

2000000
13.30 16.16

1500000

1000000

17.42 21.68

500000 14.67
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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 TIC: BG035384.D
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3000000

2500000
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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\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample = J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.57 10.04 ng 156971 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 83
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78

Abundance Scan 218 (4.568 min): BG035384.D (-214) (-) m/z 83.15 100.00%
83.2
5000
43.1
| s | 420 4 k0 4B oho
ol b b 3 'm/z 55.25 67.87%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0
5000 ENARBARESI AR SRR Y
98.0 420 440 460 480 5.00
ﬂ m/z 43.10 28.89%
0%%'WN"'W'"'I'"W""I"'W""I"'W'"'
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
83.0
420 440 4.60 4.80 500
5000 43.0 m/z 98.15 27 .53%
L S S A WL L B B B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- e P
83.0 420 4.40 4.60 4.80 5.00
m/z 39.15 16.64%
41.0
5000
0 Jw{'H'l"|'"'l'"'|""|""|""|""|'"'
m/z-> 0 50 100 150 200 250 300 350 400 420 4.40 4.60 4.80 5.00

8270-BG060718.M Tue Jun 26 15:33:35 2018

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample = J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 17.87 ng 279450 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
3 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 320 (5.167 min): BG035384.D (-314) (-) m/z 43.15 100.00%
431
50.1
5000
101.2
4.80 5.00 520 5.40 5.60
83.2
| —! ..-.'|i....,-....-,....,....,....,....,....,297.-.2. m/z 59.15 65.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L UL I
4.80 5.00 520 5.40 5.60
50.0 m/z 101.15 28.50%
mo | ma
0:::|“|H||Hi||‘|||||‘||||‘|||||||||||||||| — T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540 560
5000 m/z 58.15 18.08%
43.0 101.0
27.0 83.0
G S S I I WL S S B BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Propane, 1-ethoxy-2-methyl- e o i
59.0 4.80 5.00 520 5.40 5.60
m/z 41.25 9.61%
5000
41.0
‘ ‘ 102.0
obtse o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample = J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 unknown7.59 Concentration Rank 1

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

7.59 107.34 ng 1678960 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 732 (7.588 min): BG035384.D (-724) (-) m/z 132.15 100.00%
132.2
5000 68.2
962 N P RN L
40.1 | 2071 2041 7.20 7.40 7.60 7.80 8.00
Obrrrprrrriepiley ﬂ..':-,....,l.l...,.. L e m/z 68.15 49.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0 ~
5000 R I RS L
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.15 34 .88%
31.0 ‘ ‘
Obrrrprrrb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.41%
67.0
91.0
42.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 N
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.15 23.11%

5000

15.0 39.0 63.0 104.0

e e e e e e SRR A BAREE BEE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035384.D

Aca On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample = J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 5 Nonanedioic acid, dimethyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.14 ng 69997 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanedioic acid. dimethvl ester 216 C11H2004 001732-10-1 53
2 Cvclohexanepropanoic acid. 2-oxo... 184 C10H1603 010407-33-7 38
3 10-Undecenoic acid. methvl ester 198 C12H2202 000111-81-9 38
4 Propanamide. N-cvclohexvl- 155 C9H17NO 001126-56-3 14
5 Methyl 3-cyclopropylpropanoate 128 C7H1202 062021-34-5 12
Abundance Scan 2041 (15.277 min): BG035384.D (-2037) (-) m/z 74.15 100.00%
74.2
55.1
5000
15.00 15.20 15.40 15.60
o} m/z 83.15 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73864: Nonanedioic acid, dimethy! ester
58.0 74.0
152.0
5000{ 1.0 111.0
185.0 15.00 15.20 15.40 15.60
29 L ‘ m/z 152.15 55.32%
0 ...,....,....,....,..?Hﬁ....}ﬁ?f{,. PR M- _216.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 152.0
124.0
74.0 98.0 15.00 15.20 15.40 15.60
5000 m/z 55.15 54 _.71%
184.0
e S R SIS S L I IS LS WAL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59558: 10-Undecenoic acid, methyl ester
55.0 74.0 15.00 15.20 15.40 15.60
m/z 87.15 34 .53%
5000 96.0 1540
39/0
T O O O
0 .1.5..0“‘&‘. ; i‘.‘. I‘H\I ; l”.H. \i ” .“‘. ‘,‘.‘.“‘.‘”. ‘I“'H ; I\\ . l‘. . .‘. — |]:9|8'9| R R RRERE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\
Data File : BG035384.D

Acq On : 25 Jun 2018 18:51

Operator : JU/SJ

Sample - J3252-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
3-Penten-2-one, 4... 4_57 10.0 ng 156971 1 8.05 312842 20.0
2-Pentanone, 4-hy... 5.17 17.9 ng 279450 1 8.05 312842 20.0
unknown? .59 7.59 107.3 ng 1678960 1 8.05 312842 20.0
Nonanedioic acid,... 15.28 2.1 ng 69997 3 14.67 654552 20.0
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