LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033566.D

Aca On 4 Apr 2018 18:59 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 J2177-15 032818-SIDIF-)E-U-B
ALS Vial : 14 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 3.479 26 32 42 rBV 137688 273406 6.77% 1.774%
2 3.567 42 47 58 rvB 108861 184337 4 _.56% 1.196%
3 5.776 416 423 429 rBV 30252 49893 1.24% 0.324%
4 6.293 505 511 533 rBV 143769 355821 8.81% 2.309%
5 7.979 792 798 817 rBV 96287 274539 6.80% 1.782%

8.373 858 865 878 rBvV 319888 705115 17.46% 4_.576%
8.866 940 949 963 rBV 78452 194264 4.81% 1.261%
9.195 997 1005 1022 rBV 482985 988469 24.47% 6.415%
376115 927029 22.95% 6.016%
11.745 1432 1439 1452 rBV 128698 297471 7.37% 1.930%
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11 14.107 1834 1841 1859 rBV 1411167 2428684 60.13% 15.761%
12 15.476 2069 2074 2087 rVB2 298934 537617 13.31% 3.489%
13 16.951 2318 2325 2338 rBV2 843959 1470186 36.40% 9.541%
14 18.208 2531 2539 2549 rBV 441934 766937 18.99% 4.977%

15 19.007 2668 2675 2684 rBV5 23670 46329 1.15% 0.301%
16 20.382 2905 2909 2913 rVB 47025 57276 1.42% 0.372%
17 20.729 2962 2968 2979 rBV 2919560 4038745 100.00% 26.210%
18 21.434 3084 3088 3095 rVB3 32819 42851 1.06% 0.278%

19 22.069 3191 3196 3207 rBV6 46826 102176 2.53% 0.663%
20 22.556 3271 3279 3292 rBV2 432840 871837 21.59% 5.658%
21 26.322 3908 3920 3936 rBV3 214264 796050 19.71% 5.166%

Sum of corrected areas: 15409032
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033566.D

Aca On 4 Apr 2018 18:59

Operator : SJ/JU

ﬁ?ggle i J2177-15 032818-SIDI-E-U-B
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033566.D
2500000
2000000
1500000

1000000
9.20
8.37 10.06

33187 578 6.29 7.98 8.87 11.75
01 :

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033566.D

500000

20.73

2500000
2000000
1500000 14.11

1000000 16.95

500000 18.21 22.56
15.48

19.01 20.38 21.43 22.07
L0 o LI e o e B L e L B

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: BG033566.D

2500000

2000000

1500000

1000000

500000
26.32

T e e e

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\BG040418\

Data File : BG033566.D

Aca On 4 Apr 2018 18:59

Operator : SJ/JU

ﬁ?ggle i J2177-15 032818-SIDI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 18.98 ng 184337 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 48 (3.573 min): BG033566.D (-42) (-) m/z 73.00 100.00%
7B
5000 43 A\
87 SN B S —
340 360 380  4.00
0 ...,....l,'n.'..|.~,..|.,....,....,....,....,....,....,2.9?. ey || m/z 43.00  37.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI LA N L N
340 360 3.80 4.00
‘ 87 m/z 87.00 25.88%
0'”P'”L“'P””'”W”'W““I””P'”P”'P“W'”W”'W””I““I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
340 360 380  4.00
5000 m/z 55.00 25.78%
45
29
ol 101
m—wmmﬂmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #734: N—Ethylformamide LI LA L L T
3 340 360 3.80 4.00
73 m/z 41.00 11.86%
5000
58
1
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 360 380  4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033566.D

Aca On 4 Apr 2018 18:59

Operator : SJ/JU

ﬁ?ggle i J2177-15 032818-SIDI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.78 5.14 ng 49893 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Succinic acid. 2-methoxvethvl te... 372 C21H4005 1000325-81-3 36
3 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 36
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 424 (5.782 min): BG033566.D (-416) (-) m/z 42.95 100.00%
43
5000
101
540 560 5.80 6.00 6.20
286
ol e 2B Tm/z 50.00  59.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I LRRRE RAREE RAREE LR
540 560 5.80 6.00 6.20
m/z 101.00 20.68%
‘ 101
0 ”W'V"“'J""|""|""|""|""|""|""
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
540 560 580 6.00 6.20
5000 101 150 m/z 58.10 14 .05%
o 29 | gp 128 197 240 296 342
m/z--> 50 100 150 200 250 300 350 400
Abundance #31407: Propane, 1,1-dipropoxy-
59 540 5.60 5.80 6.00 6.20
m/z 41.00 10.76%
5000 101
31
131
O'M'ﬁ‘ “"i"J'%Qq"l"' UNLUNBRELEY DAL SURLELELE BUR
m/z--> 50 100 150 200 250 300 350 400 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\
Data File : BG033566.D

Aca On : 4 Apr 2018 18:59

Operator : SJ/JU

Sample : J2177-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 4 unknown8.37 Concentration Rank 2

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

8.37 72.59 ng 705115 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 865 (8.373 min): BG033566.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\\\‘
a0 | %P . 8.00 8.20 840 8.60 8.80
0 el m/z 68.00 46.35%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR SRR AR
800 8.0 840 8.60 8.80
m/z 66.00 32.57%
0"JWW'L'A"'P"'P'"P"'P"'P"'P"'P"'
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
8.00 8.20 840 8.60 8.80
5000 97 m/z 134.00 31.78%
3 10
L S L L L L B B SR S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- B RAaE L e R
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 22.22%
5000

%

63 104

m/z--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8. 40 8.60 8. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033566.D

Aca On 4 Apr 2018 18:59

Operator : SJ/JU

ﬁ?ggle i J2177-15 032818-SIDI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 6 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .07 2.34 ng 102176 Chrysene-di12 22 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 87
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
Abundance Scan 3196 (22.069 min): BG033566.D (-3191) (-) m/z 57.00 100.00%
g7
83
5000
140 175 27 254281 341 369 21.80 22.00 22.20 22.40
oA m/z 43.00 86.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57
5000 LRI SR UL I UL
21'80 22.00 22.20 22.40
- 125 m/z 54.95 85.85%
oL ” “ h thl‘“l ||19F|2??|2??| e .5
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
97
21.80 22.00 22.20 22.40
5000 m/z 83.00 66.13%
29 125
0 154 196 224 269 320
mz-> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57 21.80 22.00 22.20 22.40
97 m/z 97.05 62.30%
5000
29 125
o UL )L 154 182 210 238 283 384
m/z--> 55 100 150 260 2%0 300 350 400 450 21.80 22.00 22.20 22.40

8270-BG031918.M Thu Apr 05 12:57:08 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040418\
Data File : BG033566.D

Acq On : 4 Apr 2018 18:59

Operator : SJ/JU

Sample - J2177-15

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Top Hit name RT EstConc Units Response
Butane, 2-methoxy. .. 3.57 19.0 ng 184337
2-Pentanone, 4-hy... 5.78 5.1 ng 49893
unknown8 .37 8.37 72.6 ng 705115
Heptafluorobutyri... 22.07 2.3 ng 102176
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|--Internal Standard---|
Resp Conc]

|# RT

194264
194264
194264
871837

032818-SIDI-E-U-B
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