LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121718\
Data File : BM018243.D
Acq On : 17 Dec 2018 11:33 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6379-07 P001-SS004-0612-01
ALS Vial =: 5 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_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 4.687 302 306 314 rVB 107603 143406 2.52% 0.346%
2 5.128 375 381 397 rBV 2974405 4074014 71.68% 9.829%
3 6.698 640 648 659 rBV 2815256 4506505 79.29% 10.873%
4 7.034 698 705 719 rBV 2924948 4573012 80.46% 11.033%
5 7.493 777 783 790 rBY 519835 782436 13.77% 1.888%

7.804 829 836 848 rBV 2113576 3444306 60.60% 8.310%
8.651 972 980 1001 rBV 1529629 2652234 46.67% 6.399%
10.263 1246 1254 1271 rBV 541681 1017520 17.90% 2.455%
12.763 1672 1679 1691 rBV 3732445 5683478 100.00% 13.712%
13.633 1821 1827 1834 rBV 120664 205599 3.62% 0.496%

=
QO ~NO®

11 14.151 1909 1915 1927 rBV2 776055 1193573 21.00% 2.880%
12 15.663 2163 2172 2190 rBV 2408076 3667591 64.53% 8.849%
13 16.915 2379 2385 2392 rBV2 761346 1166507 20.52% 2.814%
14 17.827 2536 2540 2548 rBvV2 158090 235804 4._.15% 0.569%
15 19.127 2756 2761 2768 rBV5 55096 92806 1.63% 0.224%

16 19.568 2831 2836 2845 rBV 4010897 5281436 92.93% 12.742%
17 20.862 3052 3056 3063 rBvV2 141170 192029 3.38% 0.463%
18 21.139 3098 3103 3113 rBvV2 890307 1280055 22.52% 3.088%
19 21.721 3200 3202 3205 rBV3 46382 57270 1.01% 0.138%
20 23.297 3465 3470 3478 rVB 643183 1198760 21.09% 2.892%

Sum of corrected areas: 41448341
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

ﬁ?ggle i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018243.D
4000000

3000000 5.13 6.70 703

7.80
2000000

8.65

1000000
7.49 10.26

4.69
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Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BM018243.D

4000000
12.76 19|57

T T
10.00 10.50 11.00 11.50

3000000

15.66

2000000

1000000 14.15 16.92

13.63 17.83 19.13

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 TIC: BM018243.D
4000000

3000000

2000000

21.14
1000000 23.30

20.86 21.72

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

ﬁ?ggle i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.69 3.67 ng 143406 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 47
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
4 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 38
5 Dimethadione 129 C5H7NO3 000695-53-4 28

Abundance Scan 307 (4.693 min): BM018243.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.40 4.60 4.80 5.00
o...,....,....,....','!...‘??.-.'-I,....,..7.7.,.-...,...:,....,....,... m/z 59.10 76.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L L
59 440 460 4.80 5.00
m/z 101.00 34 .64%
15 3 101
o 25 737, 53 ‘ 83
miz--> e A A
Abundance
59
440 460 480 500
5000 101 m/z 58.00 18.53%
27 42 116
73 84
G s L R RS IR R R RS R WS RR RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e
43 4.40 4.60 4.80 5.00
m/z 41.10 12.25%
5000 101
28 59
15 ‘ 70 84
0"W'””I'”'W”'“”l'W?ﬂhl”"L“Z%“L'I”"P"W"”I'”
m/z--> 10 20 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

ﬁ?ggle i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.03 Concentration Rank 1

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

7.03 116.89 ng 4573010 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 704 (7.028 min): BM018243.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 %0 6.60 6.80 7.00 7.20 7.40
54 : : : : :
o (8 07 e 2 m/z 68.10  44.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM NARAS SRS RS A
6.60 6.80 7.00 7.0 7.40
31 m/z 134.00 31.35%
0"'l”LN\“H'lﬁ'ﬂl“"lA"l”" [rrrrprrrrprrr e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 30.20%
15 28 39 52 83 77 90 104 o
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine T Raas B
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.65%
5000
33 44 105
0"'I'”'I"EQ'J”%{"LJh"ﬁ'" [N SN S S R L L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

ﬁ?ggle i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 4.04 ng 235804 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35
Abundance Scan 2540 (17.827 min): BM018243.D (-2536) (-) m/z 73.10 100.00%
73
a 90
5000
| "' 17.60 17.80 18.00 18.20
Ot} m/z 60.00 80.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4 .
5000 U AL SO SN B
17.60 17.80 18.00 18.20
m/z 41.10 73.96%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
60 73
43 17.60 17.80 18.00 18.20
5000 29 129 m/z 43.05 66.15%
87 15 oh 214
101 143 157 185
O e I AL e s B
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 64.91%
5000 129
- 185 228
01115 | 1435171
0 “ ‘\I |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘||||||||| M i TV ——— i
m/z--> 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

ﬁ?ggle i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.86 3.00 ng 192029 Chrysene-di2 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 1-Octadecene 252 C18H36 000112-88-9 86
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 70
4 E-7-Octadecene 252 C18H36 1000130-92-0 70
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 70
Abundance Scan 3056 (20.862 min): BM018243.D (-3052) (-) m/z 57.05 100.00%
g7
83
5000
I 197 2 m/z 71.05 75.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000 IR VAR R S AR
20.60 20.80 21.00 21.20
20 111 m/z 43.10 71.19%
0 I \‘ ‘“ ‘h AL mgl‘:!.68|19|6|227 I258IIIIIIIIIIIIIIIII
m/z--> 50 200 250 300 350 400
Abundance
43
83 HSR ISR BN SURRA BN
20.60 20.80 21.00 21.20
5000 m/z 69.05 65.45%
111
o 140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R Rmam e
57 20.60 20.80 21.00 21.20
83 m/z 83.05 60.16%
5000
111
m/z--> 50 100 1éo 260 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018243.D

Acq On : 17 Dec 2018 11:33

Operator : JU/SJ

3?22'6 i J6379-07 P001-SS004-0612-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.69 3.7 ng 143406 1 7.49 782436 20.0
unknown7 .03 7.03 116.9 ng 4573010 1 7.49 782436 20.0
n-Hexadecanoic acid 17.83 4.0 ng 235804 4 16.92 1166510 20.0
Ethanol, 2-(tetra... 20.86 3.0 ng 192029 5 21.14 1280060 20.0
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