LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032991.D

Aca On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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

3.519 32 39 49 rBvV 138396 329894 7.44% 1.511%
3.607 49 54 71 rVB 295743 518977 11.70% 2.376%
rBv 31706 56032 1.26% 0.257%
6.327 510 517 529 rBV 538324 923842 20.82% 4_.230%
8.007 794 803 813 rBV 333531 605156 13.64% 2.771%
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8.424 865 874 889 rBvV 968552 1841329 41.51% 8.432%
8.912 950 957 965 rBV 207476 371480 8.37% 1.701%
9.253 1006 1015 1024 rBV 900274 1683560 37.95% 7.709%
10.110 1153 1161 1176 rBV 753721 1436712 32.39%% 6.579%
11.796 1438 1448 1458 rBVY 302234 566078 12.76% 2.592%

=
QO ~NO®

11 14.158 1841 1850 1857 rBV 2045359 3270048 73.71% 14.974%
12 15.526 2076 2083 2093 rVB2 476754 775325 17.48% 3.550%
13 16.995 2326 2333 2347 rBV 1480556 2310657 52.09% 10.581%
14 17.148 2355 2359 2373 rVB 28184 47496 1.07% 0.217%
15 18.252 2540 2547 2560 rBV2 572453 904223 20.38% 4.140%

16 20.772 2969 2976 2983 rBV 3235583 4436231 100.00% 20.314%
17 22.605 3281 3288 3301 rBV2 478707 916800 20.67% 4.198%
18 26.412 3923 3936 3950 rBvV2 230415 844789 19.04% 3.868%

Sum of corrected areas: 21838629
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032991.D

Aca On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG032991.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032991.D

Aca On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.61 27.94 ng 518977 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 54 (3.607 min): BG032991.D (-49) (-) m/z 73.05 100.00%
73
5000 43 /\\
5‘5 87
340 360 380 4.00
eS8l S0 J 60 67l | Tn/z 43.05  46.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.60 3. 4.00
55 87 m/z 55.05 31.69%
29
T T |""|'?§'|""ﬁo""| "§?|"*"8P"" U
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 340 360 380 4.00
5000 m/z 87.00 24 .92%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methy!- T
7B 340 360 3.80 4.00
m/z 41.05 13.89%
5000 43
58
2 i
L1 N .
m/z--> 10 20 30 40 50 60 70 8 90 100 340 360 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032991.D

Aca On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.82 3.02 ng 56032 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 32
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 3-0Octanol 130 C8H180 000589-98-0 25

Abundance Scan 431 (5.822 min): BG032991.D (-424) (-) m/z 43.00 100.00%
43
59
5000
101 AR LS LB SAREE S
540 5.60 5.80 6.00 6.20
...,....,....,....',|!...??.'.nl,....,??..,ff?..,....,|....,. m/z 59.05 55.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR N RS SR A
59 5.40 5.60 5.80 6.00 6.20
m/z 58.05 20.10%
15 31 101
.25 % 37 53 83 \
miz--> 5 % m k% & B % % 1% 1
Abundance
59
540 5.60 5.80 6.00 6.20
5000 m/z 100.95 14 .57%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R o e e R
50 540 5.60 5.80 6.00 6.20
m/z 41.05 12.22%
5000 43
31
]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 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 G\DATA\BG030518\
Data File : BG032991.D

Aca On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 4 unknown8.42 Concentration Rank 1

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

8.42 99.13 ng 1841330 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 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 873 (8.418 min): BG032991.D (-865) (-) m/z 131.95 100.00%
5000 68
8.00 8.20 840 8.60 880
B e e B m/z 68.05 43.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DRSS R
8.00 820 8.40 8.60 8.80
21 51 78 m/z 133.95 33.18%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 8.20 840 8.60 880
5000 67 m/z 66.05 28.57%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L i e e e
57 132 8.00 820 8.40 8.60 8.80
24 m/z 69.05 17.31%
5000 og 0
SN | ST |89 -.m97-hq N . - Il?? AR £ W —
m/z--> 40 60 80 100 120 140 160 180 8.00 820 8.40 860 8.80

8270-BG022118.M Tue Mar 06 14:05:03 2018

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG030518\
Data File : BG032991.D

Acq On : 5 Mar 2018 15:58

Operator : SJ/JU

Sample : J1773-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.61 27.9 ng 518977 1 8.91 371480 20.0
2-Pentanone, 4-hy... 5.82 3.0 ng 56032 1 8.91 371480 20.0
unknown8 .42 8.42 99.1 ng 1841330 1 8.91 371480 20.0
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