LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BN110918\

Data File : BN003481.D

Aca On : 09 Nov 2018 20:32 Instrument :
Operator : MJ/SJ BNA_N

Sample - J5860-09 ClientSampleld :
Misc - EP2-FD-01-1118
ALS Vial : 13 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 N\METHODS\8270-BN102418 .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 3.028 3 7 24 rVB 96540 117174 2.16% 0.362%
2 4.964 330 336 347 rBV 78092 110290 2.03% 0.341%
3 5.416 406 413 425 rVB 1754188 2488306 45.90% 7.687%
4 7.010 676 684 699 rBY 1705754 2965549 54_.70% 9.161%
5 7.381 739 747 757 rBVY 1803964 2909080 53.66% 8.987%

7.846 820 826 833 rBV 339872 528603 9.75% 1.633%
8.169 873 881 891 rBV 1320429 2089300 38.54% 6.454%
9.016 1017 1025 1034 rBV 1077086 1749671 32.27% 5.405%
486326 789089 14 .56% 2.438%
13.104 1713 1720 1734 rVB 2769582 3958536 73.02% 12.229%
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11 13.934 1855 1861 1867 rBV 367327 491718 9.07% 1.519%
12 14.487 1948 1955 1962 rBV2 750548 1117368 20.61% 3.452%
13 15.975 2201 2208 2218 rBV 2614392 3522680 64.98% 10.882%
14 17.228 2414 2421 2428 rBV 970307 1322980 24.40% 4._.087%
15 18.098 2564 2569 2575 rBV 132119 182465 3.37% 0.564%

16 19.375 2782 2786 2798 rBV 55786 83787 1.55% 0.259%
17 19.845 2860 2866 2871 rBV 4519433 5421197 100.00% 16.747%
18 21.098 3074 3079 3090 rBV 99191 153520 2.83% 0.474%
19 21.404 3126 3131 3139 rVB 1019589 1232578 22.74% 3.808%
20 23.721 3517 3525 3533 rBV2 585793 1136689 20.97% 3.511%

Sum of corrected areas: 32370580
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On : 09 Nov 2018 20:32

Operator : MJ/SJ

ﬁ?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA N\METHODS\8270-BN102418 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

.03

TIC: BNO03481.D

5.42 7.01 7.38

9.02

785 10.65

]

4.96

G A
Time--> 3.00

T T T
10.00 10.50 11.00 11.50

A
LA L L L B LB |

350 400 450 5.00

550 6.00 650 7.00 750 8.00

T T
8.50 9.00

9.50

Abundance

4000000

3000000

2000000

1000000

TIC: BNO03481.D
19.85

13.10 15.97

17.23
14.49

13.93

18.10 19.37

0
Time-->

12.00 1250 13.00 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

Abundance

4000000

3000000

2000000

1000000

TIC: BNO03481.D

21.40
23.72

21.10

0
Time-->

A
LN L B S L L L L B N L L L L L B B B LR B R L B

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On - 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.03 4.43 ng 117174 1,4-Dichlorobenzene-d4 7.85
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 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 7 (3.028 min): BN003481.D (-3) (-) m/z 73.10 100.00%
5000
420 550 87.1 A
3.10 3.20 3.30 3.40
Y St NS R TN NN —( Y 52 Y oo JR Y/ B Ko
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 R AN UL IS RS B
430 550 310 3.20 3.30 3.40
‘ 87.0 m/z 87.10 25.91%
27.0
0'w'“mﬂ'“ULLw““'V'HHJ'W'“W'“qﬁp“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U N R UL UL
3.10 3.20 3.30 3.40
5000 41.0 550 m/z 55.00 25.78%
29.0 ‘
o 1, | “ iR “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- R A E R Ry Ea
73.0 3.10 3.20 3.30 3.40
m/z 41.00 11.40%
5000 59.0
87.0
43.0
29.0 ly " ‘ ‘ 102.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 310 320 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On - 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.96 4_.17 ng 110290 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 335 (4.958 min): BN003481.D (-330) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RREBENARRE N RN
| 83.0 | 460 4.80 5.00 5.20
o Y 1 OGNNSRV | NS N m/z 59.00 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R IR
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 21.79%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 17.32%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
54.0 460 4.80 5.00 5.20
m/z 41.00 9.58%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On - 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 unknown7.38 Concentration Rank 1

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

7.38 110.07 ng 2909080 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (7.381 min): BN003481.D (-739) (-) m/z 132.00 100.00%
132.0
5000
68.0
TrrrTyrTTTTT T T T T T T
40.0 54.0 | | eLo 9‘?'0 50 J 7.00 7.20 7.40 7.60 7.80
O L A T L O B e m/z 68.00 35.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L L UL L L
7.00 7.20 7.40 7.60 7.80
310 5L0 m/z 134.00 32.97%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.18%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R N R )
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14 .23%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B e B
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On - 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.76 ng 182465 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 2569 (18.098 min): BN003481.D (-2564) (-) m/z 73.00 100.00%
43.1 30
5000 129.1
97.1 213.1 e S
157.1 1851 256.2 1780 18100 18.20 18.40
0 m/z 60.00 82.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0

Abundance

5000 1290 TT TTT T[T T TTTT
83.0 1780 1800 1820 1840
. 0
‘J‘“ 1570 1gso 2130 260 | | M/Z 43.10  78.94%
0! i
m/z--> 80 100 120 140 160 180 200 220 240 260
#95851: Pentadecanoic acid
73.0
b IIIIIIIIIIIIIIIIIIII
17.80 18.00 18.20 18.40
5000 129.0 m/z 57.10 68.68%
o 15.0 . A\

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R
43.0 73.0 17. 80 18. 00 18 20 18. 40
' m/z 41.00 63.52%
5000
‘ - 129.0 1710 214.0
0...,.‘...‘,‘.‘..m‘.““‘ N o - N A SN SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\

Data File : BN0O03481.D

Aca On - 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 6 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.10 2.49 ng 153520 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 3079 (21.098 min): BN003481.D (-3074) (-) m/z 57.00 100.00%
57.0
97.1
5000
I l 1[39,1 2070  266.9 20.80 21.00 21.20 21.40
ol iy S e m/z 43.10 83.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000
20.80 21.00 21.20 21.40
H “ m/z 55.00 83.10%
169.0
oL LA Ly T 280 a0 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
20.80 21.00 21.20 21.40
5000 m/z 83.10 77 .69%
169.0
olsa UL jsp | 2410 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester SRR, S S ALY
57.0 20.80 21.00 21.20 21.40
97.0 m/z 97.10 73.41%
5000
169.0
o150 L Ll Jagio 1) 2100 2550 406.0
m/z--> 5'0 100 1&1;0 2(')0 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN110918\

Data File : BN003481.D

Acg On : 09 Nov 2018 20:32

Operator : MJ/SJ

a?ggle i J5860-09 EP2-FD-01-1118
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418_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]
Butane, 2-methoxy... 3.03 4.4 ng 117174 1 7.85 528603 20.0
2-Pentanone, 4-hy... 4.96 4.2 ng 110290 1 7.85 528603 20.0
unknown? .38 7.38 110.1 ng 2909080 1 7.85 528603 20.0
n-Hexadecanoic acid 18.10 2.8 ng 182465 4 17.23 1322980 20.0
Heptadecyl heptaf... 21.10 2.5 ng 153520 5 21.40 1232580 20.0
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