LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100670.D

Aca On : 17 Nov 2017 12:08 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 16476-01 72-11934-290

ALS Vial : 7 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-BF110817.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 5.110 510 514 522 rBV 83070 104641 6.11% 0.693%
2 5.498 575 580 583 rBY 1679726 1534447 89.55% 10.165%
3 6.504 746 751 763 rBVY 1638532 1629556 95.10% 10.795%
4 6.651 771 776 779 rBVY 1576521 1590871 92.84% 10.539%
5 6.880 811 815 818 rBV 583582 456271 26.63% 3.023%
6 7.033 837 841 845 rBV 1191377 1142481 66.67% 7.568%
7 7.439 905 910 913 rBVY 1000831 941206 54.93% 6.235%
8 8.163 1028 1033 1036 rBV 701808 616501 35.98% 4.084%
9 8.716 1123 1127 1130 rVB 26194 21960 1.28% 0.145%
10 9.233 1210 1215 1219 rBvV 1846862 1713577 100.00% 11.352%
11 9.627 1278 1282 1285 rBV 70823 56511 3.30% 0.374%

12 9.916 1326 1331 1335 rBV 815279 700842 40.90% 4.643%
13 10.627 1448 1452 1459 rVB2 99958 100982 5.89% 0.669%
14 10.704 1461 1465 1475 rVV 942705 836402 48.81% 5.541%
15 11.404 1580 1584 1587 rBV 823995 733757 42.82% 4.861%

16 12.986 1848 1853 1856 rBV 1885994 1653732 96.51% 10.955%
17 13.868 1999 2003 2011 rBV 96690 111301 6.50% 0.737%
18 14.039 2028 2032 2035 rBV 606026 527987 30.81% 3.498%
19 14.798 2155 2161 2167 rBv4 12032 26712 1.56% 0.177%
20 15.515 2277 2283 2291 rVB 402100 531670 31.03% 3.522%

21 15.968 2356 2360 2365 rVB4 14113 24295 1.42% 0.161%
22 16.480 2442 2447 2457 rVB6 17522 39753 2.32% 0.263%
Sum of corrected areas: 15095455
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF111717\

BF100670.D

17 Nov 2017 12:08

SJ/JuU

16476-01

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100670.D
5.50
6'506. 65
1500000
7.03
1000000 7.44
6.88
500000
5.11
O L e e o L e B e e e L e e e e e e o N L e e e o e e L ML A B s e AL
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: BF100670.D
9,23 12.99
1500000
1000000 10.70
9.92 11.40
8.16
500000
10.68
. 872 | 98 ﬁ
L e e e ML B e s P T s Ty e T =Ly =
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100670.D
1500000
1000000
14.04
500000 15.52
13.87
14.80 15.97 16.48
OF== e T R N e = T S L S =
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100670.D

Aca On : 17 Nov 2017 12:08

Operator : SJ/JU

Sample : 16476-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 69.73 ng 1590870 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF100670.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP SRR SRR RN
40.1 540 J 6.40 6.60 6.80 7.00
bt :|-.|.'.8,1-9. - m/z 68.10 36.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR S R R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.41%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.80%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 _.45%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T ARRE R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100670.D

Aca On : 17 Nov 2017 12:08

Operator : SJ/JU

Sample : 16476-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.88 ng 100982 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
Abundance Scan 1452 (10.627 min): BF100670.D (-1448) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 R BRI U BN B
| 1521 10.40 10.60 10.80 11.00
O T T UM m/z 77.00 59.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
.0 182.0
5000 U BRI SO DU B
0 10.40 10.60 10.80 11.00
oL m/z 182.10 57.16%
0 27\.0 Ml ‘ 126'0 15\2.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0 105.0
10,40 10,60 10.80 11.00
5000 182.0 m/z 51.00 21.11%
51.0
32.0 150.0
G R S L L L L L UL B L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34635: N-Methoxy-N-methylbenzamide e
105.0 10.40 10.60 10.80 11.00
m/z 183.10 9.04%
77.0
5000
51.0
0 28.0 “ |, 91.0 | 119.0134.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100670.D

Aca On : 17 Nov 2017 12:08

Operator : SJ/JU

Sample : 16476-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.22 ng 111301 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance . Scan 2003 (13.868 min): BF100670.D (-1999) (-) m/z 57.05 100.00%

5000

i
3

13.60 13.80 14.00 14.20
m/z 43.05 97.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0

:
3

13!60 13.I80 14.I00 14!20
m/z 55.10 87.66%

5000

29.0

154.0 182.0 210.0 238.0 283.0 334.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
R N RARE SRR m e
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 83.49%
29.0

N 139.0167.0 196.0  238.0266.0 294.0

WWTWWTTWWWTWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #175127: Trifluoroacetoxy hexadecane T e
13.60 13.80 14.00 14.20

m/z 97.05 76 .19%

]
3

5000

i
3

269.0

196.0 224.0 320.0
R R o E RER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100670.D

Aca On : 17 Nov 2017 12:08

Operator : SJ/JU

Sample : 16476-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.22 ng 111301 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 90
2 Acetone 58 C3H60 000067-64-1 12
3 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 10
4 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 2003 (13.868 min): BF100670.D (-1999) (-) m/z 57.05 100.00%
43.0 57.0 83.1
69.1 97.0
0% NMW&N»VA“MMJKWFAWKAANWWW
|| | H 13,60 13.80 14.00 14.20
Ob e et e et e m/z 43.05 97.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
T L\,\f/\—/\y\/\
5000 LRI B UL IR B
59.0 13.60 13.80 14.00 14.20
m/z 55.10 87 .66%
31.0 101.0
0“V“W““V“W““V“w““V“§%QVH4““V“W““V“W““v“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43.0
13.60 13.80 14.00 14.20
5000 58.0 m/z 83.10 83.49%
15.0
o 27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 mﬂﬁhMAWAAuwﬂhJk»vMA¢~Aw«w4vw
Abundance #6108: 5-Oxohexanenitrile T e
43.0 13.60 13.80 14.00 14.20
m/z 97.05 76.19%
5000
0 ﬁoqo w %06$)3y)%01m0 AWMWMWJKMMANMW
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13,60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111717\
Data File : BF100670.D

Acq On : 17 Nov 2017 12:08

Operator : SJ/JU

Sample : 16476-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown6 .65 6.65 69.7 ng 1590870 1 6.88 456271 20.0
Benzophenone 10.63 2.9 ng 100982 3 9.92 700842 20.0
Heptadecyl triflu... 13.87 4.2 ng 111301 5 14.04 527987 20.0
2-Pentanone, 4-hy... 13.87 4.2 ng 111301 5 14.04 527987 20.0
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