LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.916 477 481 490 rVB 66984 94355 3.16% 0.380%
2 5.328 546 551 554 rBvV 2711274 2754733 92.22% 11.098%
3 6.357 721 726 743 rBV 2566501 2987009 100.00% 12.034%
4 6.487 743 748 751 rBV 3151106 2856101 95.62% 11.507%
5 6.716 783 787 794 rBVY 876319 753873 25.24% 3.037%

6 6.869 809 813 816 rBvV 2525713 2170911 72.68% 8.746%
7 7.281 878 883 886 rBV 1811158 1809659 60.58% 7.291%
8 7.998 1001 1005 1008 rBV 1125871 981102 32.85% 3.953%
9 8.557 1097 1100 1103 rBV 49389 42507 1.42% 0.171%
10 9.075 1183 1188 1191 rBV 3291555 2843226 95.19% 11.455%
11 9.469 1252 1255 1263 rVB 285904 249678 8.36% 1.006%
12 9.680 1288 1291 1294 rVB 66803 51414 1.72% 0.207%
13 9.751 1299 1303 1312 rVB 1148542 1097414 36.74% 4.421%
14 10.180 1372 1376 1379 rVB 64703 55463 1.86% 0.223%

15 10.463 1419 1424 1431 rBV 112788 114172 3.82% 0.460%

16 10.539 1433 1437 1447 rVB 1636344 1545046 51.73% 6.225%
17 10.651 1453 1456 1461 rBV2 52617 53506 1.79% 0.216%
18 11.233 1551 1555 1562 rBV 1095573 966407 32.35% 3.893%
19 12.821 1820 1825 1828 rBV 1904550 1796161 60.13% 7.236%
20 13.715 1973 1977 1985 rBV 176208 210714 7.05% 0.849%

21 13.868 2000 2003 2015 rVB 698363 708267 23.71% 2.853%
22 15.298 2241 2246 2252 rBV 549434 679756 22.76% 2.739%

Sum of corrected areas: 24821474
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF012418\

BF102398.D

24 Jan 2018 19:12

SJ/Ju

J1249-09

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 2.50 ng 94355 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF102398.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 | 460 4.80 5.00 5.20
Obrrrprrreprrer e et et m/z 59.00 58.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR NN LA LR
59 460 480 500 520
m/z 101.00 19.71%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
4.60 480 500 520
5000 41 m/z 57.95 13.04%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- L L L I L |
59 460 4.80 5.00 5.20
m/z 41.00 8.00%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 unknown6.49 Concentration Rank 1

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

6.49 75.77 ng 2856100 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102398.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 650 640 660 680
40 ,- 54 ‘ 75 104 6.20 6.40 6.60 6.80
o..,....,....,...:,...7.,....??.I.'....,..?‘.7,..!.,....,.1.1.5.,....,"...,.. m/z 134.00 34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR R A
6.20 6.40 6.60 6.80
3 78 m/z 68.10 29.80%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.71%
41 97
53 . 117
ol 34 60 89 | 105 124
mﬁwﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L L B

132 6.20 6.40 6.60 6.80
m/z 96.10 12.21%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.08 ng 114172 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C10H7N303S 024168-34-1 47
4 Benzoyl bromide 184 C7H5BroO 000618-32-6 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1424 (10.31)63 min): BF102398.D (-1419) (-) m/z 105.00 100.00%
105
77
5000 182
51 e I
20 | 150 10.20 10.40 10.60 10.80
OO b e M7z 77.00  62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47241: Benzophenone
105
77
5000 LN SRR BN SUULR SULIR
182 10,20 1040 10.60 10.80
ot m/z 182.10 46.16%
o 27 | 63 | o1 | 126 152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
77
182 10.20 10.40 10.60 10.80
5000 m/z 51.00 25.02%
51 105
. 39 64 o1 128 %2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101108: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-benzoylthio-
5 10.20 10.40 10.60 10.80
m/z 106.10 7.93%
5000
ol 121 144 162 178 207 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 5 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.95 ng 210714 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 1978 (13.721 min): BF102398.D (-1973) (-) m/z 57.00 100.00%
57 83
5000 /‘MmAV\/K,\
282 13.40 1360 13.80 14.00
o’ m/z 83.05 91.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 SRR AR RN AR
n 13.40 13.60 13.80 14.00 |
29 m/z 43.00 86.84%
0 ..‘ﬁwhp.qu.MLﬂuh}ﬁgu?QS.. F}Q ?%8 266205
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 55.00 84 _.15%
111
29
o 139 169 515238 pg3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e AREEEEEaSEE
13.40 13.60 13.80 14.00
83 m/z 97.10 72.83%
- JW
o 140 182 210 255 306
miz--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102398.D

Acq On : 24 Jan 2018 19:12

Operator : SJ/JU

Sample - J1249-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 2.5 ng 94355 1 6.72 753873 20.0
unknown6 .49 6.49 75.8 ng 2856100 1 6.72 753873 20.0
Benzophenone 10.46 2.1 ng 114172 3 9.75 1097410 20.0
Dichloroacetic ac... 13.72 6.0 ng 210714 5 13.87 708267 20.0
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