LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71118\

Data File : BF107324.D

Aca On > 12 Jul 2018 2:40 Instrument :

Operator : JU/SJ BNA_F

Sample - J3931-05 ClientSampleld :

Vi : 070918-DBRI-E-U-M
isc :

ALS Vial : 29 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 F\METHODS\8270-BF061918 .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 5.154 476 479 490 rBV 23093 26850 1.55% 0.241%
2 5.572 547 550 572 rBB 495839 504420 29.18% 4_.520%
3 6.578 718 721 735 rBV 375760 387587 22.42% 3.473%
4 6.707 739 743 750 rBVY 1032463 893634 51.69% 8.008%
5 6.931 777 781 787 rBV 375813 317725 18.38% 2.847%
6 7.090 803 808 811 rBV 1173721 1136592 65.74% 10.185%
7 7.501 873 878 881 rBVY 1015602 992616 57.42% 8.895%
8 8.213 996 999 1017 rVB 430351 409191 23.67% 3.667%
9 9.295 1178 1183 1186 rBvV 1757248 1720979 99.55% 15.422%
10 9.395 1196 1200 1208 rVB 277376 241762 13.98% 2.166%
11 9.683 1246 1249 1257 rBB 113239 95491 5.52% 0.856%
12 9.978 1296 1299 1308 rVB 488742 456536 26.41% 4.091%
13 10.542 1391 1395 1402 rBvV 18848 18703 1.08% 0.168%
14 10.636 1408 1411 1417 rVB 121247 91937 5.32% 0.824%

15 10.778 1432 1435 1446 rBV 780894 787215 45.53% 7.054%

16 11.477 1550 1554 1560 rBV 552463 468076 27.07% 4.194%
17 13.066 1819 1824 1827 rBV 1792318 1728827 100.00% 15.492%

18 13.942 1969 1973 1981 rVB 48775 71957 4.16% 0.645%
19 14.136 2002 2006 2010 rBvV 441087 381482 22.07% 3.418%
20 14.560 2075 2078 2083 rBV5 10530 17377 1.01% 0.156%
21 15.224 2188 2191 2196 rVB 18108 21063 1.22% 0.189%
22 15.624 2255 2259 2262 rBV 18204 23201 1.34% 0.208%
23 15.671 2262 2267 2274 rVB 268052 343392 19.86% 3.077%
24 16.077 2332 2336 2340 rBV3 16391 22944 1.33% 0.206%
Sum of corrected areas: 11159557
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107324.D

Aca On - 12 Jul 2018 2:40

Operator : JU/SJ

ﬁ?ggle i J3931-05 070918-DBRI-E-U-M
ALS Vial :© 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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: BF107324.D
1500000
7.09
6.71 7.50
1000000
500000 5.57
6.58 6.93
5.15 A L
O L e m e I s e e e e e e I L e AL Ha e T — e T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF107324.D
9,30 13,07
1500000
1000000
10.78
11.48
500000 821 9.98
9.40
9.68 10.64
o A 10.54
T A e e e et Emman e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107324.D
1500000
1000000
500000 14.14
15.67
13.94 14.56 15.22 15.82 16.08
Ot e 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107324.D

Aca On - 12 Jul 2018 2:40

Operator : JU/SJ

ﬁ?ggle i J3931-05 070918-DBRI-E-U-M
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 2

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

6.71 56.25 ng 893634 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 743 (6.707 min): BF107324.D (-739) (-) m/z 132.10 100.00%
13p.1
5000 68.1
400 540 wo " weo | "ou0 6ko 680 70
O e e R R R m/z 68.10 39.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IEBESEEESE E R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.59%
0 "I""I""I"'l‘l'l"IH'"I"'lI""I""I""I""I""I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 24 .15%

150 280 390 520 830 770 900 1040, ..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine b RA ARy
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.60%
97.0
5000
70.0
52.0
310 86.0 116.0
0.w”.w.”w.”w.”wh”w.”.ﬁ”wP”.P”:P”.PJ.P”.,M... A Rmaan e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107324.D

Aca On - 12 Jul 2018 2:40

Operator : JU/SJ

ﬁ?ggle i J3931-05 070918-DBRI-E-U-M
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

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

9.40 10.59 ng 241762 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 59
3 Metacetamol 151 C8H9NO2 000621-42-1 59
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 47
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 45

Abundance Scan 1201 (9.401 min): BF107324.D (-1196) (-) m/z 43.00 100.00%
43.0 109.1
151.1
5000
| oo w1 | 101 oh0 550 oD SE0 980
Ob ettt Ll 0 R Tm/z 109.10  95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 RS NRARE AR AR R
.00 9.20 9.40 9.60 9.80
690850 m/z 151.10 59.16%
o ,,,3?;9,"\ m H ,m,\, ,HI‘, T i Illsf’f 1920 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
9.00 9.20 9.40 9.60 9.80
5000 151.0 m/z 41.10 19.11%
43.0 80.0
o 27.0 63.0 135.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol T ERme s pa e
109.0 9.00 9.20 9.40 9.60 9.80

m/z 85.00 15.07%

5000 151.0

43.0
80.0
27.0 ‘ 63.0 | 1350 |

N S

m/z--> 20 40 60 80 100 120 140 160 180 200 900 9.20 940 960 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107324.D

Aca On - 12 Jul 2018 2:40

Operator : JU/SJ

ﬁ?ggle i J3931-05 070918-DBRI-E-U-M
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.64 4.03 ng 91937 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
3 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 38
4 Adipic acid. ethvl 2-methvlpent-... 258 C14H2604 1000353-55-5 38
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 37
Abundance Scan 1412 (10.642 min): BF107324.D (-1408) (-) m/z 157.10 100.00%
157.1
5000
115.1
80 g, 2031 " 1040 10160 1030 11,00
Obrrrprrrr bttt e kb e et e || M/z 115,10 31.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 R R B L
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 11.54%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.23%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29309: 4-Fluoro-2-nitrophenol B
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.28%
5000 57.0 83.0
30,0 ‘ 127.0
0 ...luu“..“l. H H‘ i \I‘l”l ..‘H.ll‘...l....‘lunlnn N R R Sy N | N I S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071118\

Data File : BF107324.D

Aca On - 12 Jul 2018 2:40

Operator : JU/SJ

ﬁ?ggle i J3931-05 070918-DBRI-E-U-M
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.77 ng 71957 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
Abundance Scan 1973 (13.942 min): BF107324.D (-1969) (-) m/z 57.00 100.00%
57.0
97.1
5000
PN U AU S I
1139 1175.1208.0 281.0 13.60 13.80 14.00 14.20
O ....,....,t...,..:.,....,....,... m/z 55.00 88.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 R AR SN UM B
13.60 13.80 14.00 14.20
160.0 m/z 83.05 83.93%
oL Al ,‘\,M‘i jpsro T P80 aee0 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 DAL UL SR AR B
13.60 13.80 14.00 14.20
5000 m/z 43.00 80.09%
169.0
0l15.0 131.0 210.0 255.0 406.0 vaJMJWW/MWJLWWKM”Aﬂmew
LR L L UL L L T T rrrT T T rTTTT T
m/z--> 50 100 15 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate R R RaEEE L
57.0 13.60 13.80 14.00 14.20
m/z 97.10 74 .27%
h WL/\W
ol Ll ‘ | 399 1820 2380 2830 3340
m/z--> 5'0 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF071118\

Data File : BF107324.D

Acq On > 12 Jul 2018 2:40

Operator : JU/SJ

3?22'6 i J3931-05 070918-DBRI-E-U-M
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.71 6.71 56.3 ng 893634 1 6.93 317725 20.0
2,4,7,9-Tetrameth. .. 9.40 10.6 ng 241762 3 9.98 456536 20.0
Triethyl citrate 10.64 4.0 ng 91937 3 9.98 456536 20.0
Heptafluorobutyri... 13.94 3.8 ng 71957 5 14.14 381482 20.0
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