LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033661.D

Aca On > 7 Apr 2018 11:47 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2225-06 el

Mi _ 040218-DBRI-F-U-B
isc :

ALS Vial : 32 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-BG031918.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 3.475 27 32 42 rBV 151620 290058 7.47% 1.923%
2 3.564 42 47 57 rvB 111704 182201 4.69% 1.208%
3 5.767 417 422 432 rBV2 39875 66911 1.72% 0.444%
4 6.284 504 510 528 rBV 139844 329966 8.49% 2.187%
5 7.970 792 797 811 rBV2 85152 240392 6.19% 1.594%

6 8.376 858 866 885 rBV 328802 737386 18.98% 4_.888%
7 8.863 942 949 957 rBV2 80901 187742 4.83% 1.245%
8 9.192 997 1005 1023 rBV2 469926 966669 24.88% 6.408%
9 10.062 1146 1153 1178 rBV 393948 948529 24.41% 6.288%
10 11.742 1432 1439 1453 rBV 145550 331438 8.53% 2.197%
11 14.104 1834 1841 1855 rBV 1403586 2367498 60.93% 15.694%
12 14.897 1970 1976 1980 rBV 45832 71154 1.83% 0.472%
13 15.479 2068 2075 2086 rBvV2 330585 573907 14.77% 3.804%
14 16.243 2200 2205 2209 rVB 35643 45345 1.17% 0.301%

15 16.948 2319 2325 2341 rBV 759274 1308634 33.68% 8.675%

16 17.095 2346 2350 2359 rVB2 34005 58138 1.50% 0.385%
17 18.205 2533 2539 2553 rBvV 429167 750064 19.30% 4.972%
18 20.726 2962 2968 2989 rBV 2720347 3885537 100.00% 25.757%
19 22.077 3192 3198 3203 rBV2 46047 94012 2.42% 0.623%
20 22.553 3270 3279 3291 rBV2 404456 858305 22.09% 5.690%

21 24.422 3588 3597 3602 rBv4 16854 39769 1.02% 0.264%
22 26.319 3906 3920 3934 rBV2 214323 751823 19.35% 4.984%

Sum of corrected areas: 15085478
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033661.D

Aca On 7 Apr 2018 11:47

Operator : SJ/JU

ﬁ?ggle i J2225-06 040218-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033661.D
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2000000

1500000

1000000
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500000 10.06

8.38

586 5.77 6.28 7.97 8.86 11.74

04
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: BG033661.D
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(O o LI o o o o o B I LU B o s o o B B L e e

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: BG033661.D
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1500000

1000000

500000
26.32
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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:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033661.D

Aca On 7 Apr 2018 11:47

Operator : SJ/JU

ﬁ?ggle i J2225-06 040218-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4

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

3.56 19.41 ng 182201 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

Abundance Scan 46 (3.558 min): BG033661.D (-42) (-) m/z 73.00 100.00%
73
5000 43
55 87

3.40 3.60 3.80 4.00
eSO e m/z 43.00 37.43%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L I L L B L L LB B
43 3.40 3.60 3.80 4.00
55 87 m/z 55.00 29.43%
29
.| 35 ‘M‘\ ‘ 67 ||, 80
B I o e o R N AR EEE s S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
L B AL I e o e o o
a1 - 87 340 360 3.80 4.00
5000 m/z 87.00 25.63%
29
15 67 97
L B LI o I o o o e o e B N R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- — e
73 3.40 3.60 3.80 4.00

m/z 45.00 12._.47%

5000 59
87
43
29 | 53 | 67 | 102 )
ey

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033661.D

Aca On 7 Apr 2018 11:47

Operator : SJ/JU

ﬁ?ggle i J2225-06 040218-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.77 7.13 ng 66911 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 423 (5.773 min): BG033661.D (-417) (-) m/z 42.95 100.00%

43
59
5000
101

540 560 580 600 620

83
S 11 S N - L m/z 59.00 64.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 5 SRR AR LRSS AR
540 5.60 5.80 600 620

m/z 101.00 26 .95%

15 101
\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43

5.40 5.60 5.80 6.00 6.20

5000 m/z 41.00 12 .60%
55
27
5 1 83 98
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4076: Morpholine, 4-methyl-

43 5.40 5.60 5.80 6.00 6.20

m/z 58.00 12 _.59%

5000

15 n 101

27 ‘
- 56 8%

|
m/z--> 20 40 60 80 100 120 140 160 180 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033661.D

Aca On : 7 Apr 2018 11:47

Operator : SJ/JU

Sample : J2225-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown8.38 Concentration Rank 2

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

8.38 78.55 ng 737386 1,4-Dichlorobenzene-d4 8.86
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 867 (8.382 min): BG033661.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\\\_
w0 4 || o P o0 800 820 840 8.60 8.80
e ER e S m/z 68.00 47 .07%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SNREPERARBUNARPENREBEN
8.00 8.20 8.40 8.60 8.80
21 70 m/z 66.00 33.14%
S M % e 6
m/z--> 40 i 80 100 120 140 160 180 200
Abundance
132
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 31.17%
67
80 91
45 54 106 117
mz-> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl L L S i e e e
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.00 21.58%
5000 98 116
I \n ,ff?,,luh,,\,\‘l,,\u, BTN
m/z--> 40 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BG031918.M Mon Apr 09 08:22:23 2018

040218-DBRI-F-U-B

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033661.D

Aca On : 7 Apr 2018 11:47

Operator : SJ/JU

Sample : J2225-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.08 2.19 ng 94012 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 3198 (22.077 min): BG033661.D (-3192) (-) m/z 57.00 100.00%
57
83
5000
174 223 250 281 21.80 22.00 22.20 22.40
. m 57 m/z 54.95 75.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57
5000
21.80 22.00 22.20 22.40
- 125 m/z 42.95 66.57%
1] H“‘ h\hh o 196 224 252 297 448
m/z--> 50 200 250 300 350 400 450
Abundance
57
o7 21,80 22.00 22.20 22.40
5000 m/z 83.10 64.01%
29 125
154 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecy! ester
57 21.80 22.00 22.20 22.40
97 m/z 96.95 55.35%
5000
125
29
LLi Ml (198 182 224 292 297 398
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040618\

Data File : BG033661.D

Acq On > 7 Apr 2018 11:47

Operator : SJ/JU

ﬁ?ggle i J2225-06 040218-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.56 19.4 ng 182201 1 8.86 187742 20.0
2-Pentanone, 4-hy... 5.77 7.1 ng 66911 1 8.86 187742 20.0
unknown8 .38 8.38 78.5 ng 737386 1 8.86 187742 20.0
Heptafluorobutyri... 22.08 2.2 ng 94012 5 22.55 858305 20.0
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