LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097989.D
Aca On : 23 Aug 2017 8:25 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 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 F\METHODS\8270-BF081517.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 4.951 483 487 497 rVB 188519 262397 7.79% 0.987%
2 5.363 551 557 560 rBY 3036545 3158665 93.74% 11.887%
3 6.387 725 731 734 rBV2 2897952 3369526 100.00% 12.681%
4 6.522 749 754 757 rBY 3113174 3102838 92.09% 11.677%
5 6.751 789 793 796 rBV 914871 765291 22.71% 2.880%

6.904 815 819 823 rBV 2562848 2482327 73.67% 9.342%
7.316 883 889 892 rBV 2006005 1967895 58.40% 7.406%
8.034 1006 1011 1014 rBV 1058719 928671 27.56% 3.495%
9.110 1188 1194 1197 rBV 3479715 3192829 94.76% 12.016%
9.504 1257 1261 1264 rBV 350692 307156 9.12% 1.156%

=
QO ~NO®

11 9.786 1304 1309 1312 rBV 860763 830108 24.64% 3.124%
12 10.569 1438 1442 1453 rBV 1456333 1338630 39.73% 5.038%
13 10.692 1460 1463 1469 rBV 36435 38851 1.15% 0.146%
14 11.263 1556 1560 1564 rBV 801148 703669 20.88% 2.648%
15 12.851 1826 1830 1834 rBV 2431330 2302357 68.33% 8.665%

16 13.333 1905 1912 1918 rBV 108293 113757 3.38% 0.428%
17 13.751 1979 1983 1990 rBV 175678 195580 5.80% 0.736%
18 13.898 2003 2008 2011 rBV2 895195 958624 28.45% 3.608%
19 14.533 2113 2116 2119 rBV 54200 44567 1.32% 0.168%
20 15.321 2245 2250 2254 rBV 411863 508498 15.09% 1.914%

Sum of corrected areas: 26572236
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\

Data File : BF097989.D

Aca On : 23 Aug 2017 8:25

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF097989.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\

Data File : BF097989.D

Aca On : 23 Aug 2017 8:25

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3

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

4.95 6.86 ng 262397 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (4.951 min): BF097989.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ARSI RS SR
| 83.0 | 4.60 4.80 5.00 5.20
SBEBB R r hH AMM m/z 59.00 54.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR A RS S
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 19.80%
"P"W'?i?'”'l“"P"W"qu”'?%Q'P"W':”I'”'I”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 210 m/z 58.00 17.01%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R .
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.00 9.08%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\

Data File : BF097989.D

Aca On : 23 Aug 2017 8:25

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.52 Concentration Rank 1

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

6.52 81.09 ng 3102840 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.522 min): BF097989.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
BN RS LR
6.20 6.40 6.60 6.80
A E e m/z 68.10 46 .55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IBENRERE RS SRR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.63%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
'6.20 6.40 6.60 680
5000 m/z 66.00 29.42%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REREsmssms
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.29%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T EEEREE R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\

Data File : BF097989.D

Aca On : 23 Aug 2017 8:25

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.37 ng 113757 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
5 Dodecanamide 199 C12H25N0 001120-16-7 47
Abundance Scan 1911 (13.327 min): BF097989.D (-1905) (-) m/z 59.00 100.00%
59.0
5000
810 1261 13.00 13.20 '1'3&0' 1360
5.1126.1149.1 . . X .
207.0 m/z 72.00 78.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L SR BRI BN SU
13.00 13.20 13.40 13.60
29.0 m/z 55.00 36.87%
' 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.00 35.38%
28.0 86.0 1140 149.0 184.0 227.0
wﬁmﬁwﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R e m e o a
13.00 13.20 13.40 13.60
m/z 43.10 26 .08%
83.0 111.0 141.0 170.0 196.0 2290

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097989.D

Aca On : 23 Aug 2017 8:25

Operator : SJ/JU

Sample : 14913-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Nonadecanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 4.08 ng 195580 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1983 (13.751 min): BF097989.D (-1979) (-) m/z 57.10 100.00%
e MJ\J—I\/\/\
”T 15140 1360 1580 1000 "
154.1181. ) ) : : : :
Jod (00008112080 %021 m/z 83.05 99.01%
m/z--> 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55.0 83.0
5000 111.0 DN USRI B
13.40 13.60 13.80 14.00
m/z 69.05 94 .76%
270 | | | | | 139016801960 2380266.0
m/z--> 50 100 150 260 250 360 3%0
Abundance
57.0
97.0 DN NS U B
13.40 13.60 13.80 14.00
5000 m/z 43.05 88.82%
125.0
153.0 ]_82.0210.0 266.0294.0322.0
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R e REREE e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 87 .33%
5000
29.0 125.0
J\ \ HL JL154'018\2.021\0.0 255.0 356.0
m/z--> 50 1(')0 150 2(')0 251;0 3(')0 3&1;0 13.'40 13.|60 13.I80 14.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_ F\DATA\BF082217\

Data File : BF097989.D

Acg On : 23 Aug 2017 8:25

Operator : SJ/JU

ﬁ?ggle i 14913-02 TEC-BE2-3-12-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.95 6.9 ng 262397 1 6.75 765291 20.0
unknown6 .52 6.52 81.1 ng 3102840 1 6.75 765291 20.0
9-Octadecenamide, ... 13.33 2.4 ng 113757 5 13.90 958624 20.0
n-Nonadecanol-1 13.75 4.1 ng 195580 5 13.90 958624 20.0
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