LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037558.D

Aca On : 25 Oct 2018 23:33

Operator : JU/SJ

Sample : J5661-01

Misc :

ALS Vial : 16 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-BG101818.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 5.185 317 323 333 rVB 34507 58362 1.83% 0.289%
2 5.644 393 401 416 rVB 816493 1327534 41.72% 6.571%
3 6.149 480 487 497 rBV 357235 578828 18.19% 2.865%
4 7.248 666 674 688 rBV 869384 1670098 52.48% 8.267%
5 7.630 730 739 749 rBV 773241 1383146 43.47% 6.846%
6 8.105 812 820 833 rVB 197509 354986 11.16% 1.757%
7 8.429 867 875 883 rBV 537070 990315 31.12% 4.902%
8 9.281 1012 1020 1029 rBV 496428 903588 28.40% 4_473%
9 10.926 1292 1300 1308 rBV 293686 551723 17.34% 2.731%
10 13.358 1707 1714 1724 rBV 1418496 2225087 69.93% 11.014%

11 14.181 1848 1854 1861 rBV 130981 192169 6.04% 0.951%
12 14.739 1942 1949 1957 rBV2 509144 884258 27.79% 4._.377%
13 16.219 2194 2201 2216 rBV 1115693 1789802 56.25% 8.859%
14 17.248 2373 2376 2386 rVB7 15381 32737 1.03% 0.162%
15 17.483 2407 2416 2430 rBV2 704287 1175692 36.95% 5.819%

16 17.594 2430 2435 2441 rBV6 20427 45243 1.42% 0.224%
17 18.111 2519 2523 2529 rBvV2 33258 70497 2.22% 0.349%
18 18.335 2557 2561 2568 rVB5 23560 40352 1.27% 0.200%
19 20.080 2852 2858 2869 rBVY 2331341 3182072 100.00% 15.750%
20 20.356 2902 2905 2909 rVB 30584 34401 1.08% 0.170%
21 20.849 2986 2989 2993 rBV 43556 52861 1.66% 0.262%
22 21.366 3073 3077 3082 rBV2 55978 78622 2.47% 0.389%
23 21.766 3138 3145 3152 rVB2 623902 1087972 34.19% 5.385%
24 21.925 3167 3172 3176 rVB 46116 69185 2.17% 0.342%
25 22.541 3273 3277 3286 rVB3 45110 78755 2.47% 0.390%
26 23.252 3394 3398 3406 rVB3 41828 80981 2.54% 0.401%
27 24.087 3534 3540 3549 rVvB4 33624 74419 2.34% 0.368%
28 25.097 3700 3712 3729 rBV3 355343 1133973 35.64% 5.613%
29 26.231 3900 3905 3916 rVB5 18852 55480 1.74% 0.275%
Sum of corrected areas: 20203138
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
: BG037558.D

: 25 Oct 2018 23:33

: Ju/sd

: J5661-01

: 16 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

ration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M

Abundance

2000000

1500000

1000000

500000

TIC: BG037558.D

7.25
5.64 7.63

8.43

8.11
5 19

9.28

|

10.93

0
Time-->

6.50

7.00

3.50 4.00 450 500 550 6.00

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG037558.D

13.36

16.22

17.48
14.74

14.18
17.251l7.59 18.18.33

20.08

20.36 20.85 21.37
i A

21.77

1.92

22.54

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

2000000

1500000

1000000

500000

TIC: BG037558.D

25.10

L

24&09

23.25 26.23
FAVSN

0

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\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037558.D

Aca On : 25 Oct 2018 23:33

Operator : JU/SJ

Sample : J5661-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 3.29 ng 58362 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 324 (5.191 min): BG037558.D (-317) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540 560
o....,....','...-:'|,....,8.3...,|....,....,....,....,....,2](’.7.. m/z 59.00 57.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I UL L UL
480 5.00 520 5.40 5.60
m/z 101.00 17.46%
. Iﬁl 1 83 101
LA UL SULELEL SLRLEL SURLALEL UL UL DL L B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59
480 500 520 540 560
5000 m/z 58.00 16.23%
3
0 ‘\‘ \f‘\ \\‘\ 7\3 87 1(\)2
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester I e
43 480 5.00 520 5.40 5.60
m/z 41.00 9.29%
57
5000
29 101
o2 | 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60

8270-BG101818.M Fri Oct 26 14:23:15 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037558.D

Aca On : 25 Oct 2018 23:33

Operator : JU/SJ

Sample : J5661-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Ethanol, 2-butoxy- Concentration Rank 3

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

6.15 32.61 ng 578828 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 40
4 Isobutvl ether 130 C8H180 000628-55-7 25
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 22

Abundance Scan 487 (6.149 min): BG037558.D (-480) (-) m/z 57.00 100.00%
57
5000 5 {\
75 87 5.80 6.00 6.20 6.40
Obr et 8370018 AR 00 39.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 45 580 6.00 620 640
29 87 m/z 41.00 30.88%
0 1|8 |-| | 34 1 i 63 7|5 | :I'(.)O 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57
45
5.80 6.00 6.20 6.40
5000 m/z 87.00 16.02%
29 75
87
18 N \4‘\ 1A 63 1y ‘ 100
G R R RS S RN RS AR RS SRR BERAN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4465: 3,3—Dimethy|butane—2—0| LI L L LB L DL B
57 5.80 6.00 6.20 6.40
45 m/z 56.00 9.29%
5000
87
29 4 69
15 I LIl ! 1(\)2
G s R R RS S AR RS RARRN RN SRR BERRN R AR AR REE S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037558.D

Aca On : 25 Oct 2018 23:33

Operator : JU/SJ

Sample : J5661-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 77.93 ng 1383150 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 739 (7.630 min): BG037558.D (-730) (-) m/z 131.90 100.00%
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
o |7 er L sus Al Th/Z 68.00  42.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR AR AR LA
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 33.45%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.42%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R o e e R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.66%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 A | G
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037558.D

Acq On : 25 Oct 2018 23:33

Operator : JU/SJ

Sample - J5661-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.19 3.3 ng 58362 1 8.11 354986 20.0
Ethanol, 2-butoxy- 6.15 32.6 ng 578828 1 8.11 354986 20.0
unknown7 .63 7.63 77.9 ng 1383150 1 8.11 354986 20.0
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