LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\

Data File : BF105010.D

Acq On > 2 May 2018 4:40 Instrument :
Operator : JU/SJ BNA_F

Sample - J2645-03 ClientSampleld :
Misc - 042718-SIDI-E-D-S
ALS Vial : 34 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-BF040618_.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

4.981 489 492 502 rBvV 88231 110175 3.16% 0.553%
5.398 560 563 588 rBvV 915711 936568 26.83% 4._.699%
rBv 592103 612273 17 .54% 3.072%
6.557 756 760 763 rBV 2023436 1726760 49.47% 8.664%
6.787 795 799 806 rBV 780397 622443 17.83% 3.123%
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6 6.945 821 826 829 rBV 2676779 2367674 67.84% 11.880%
7 7.357 891 896 899 rBV 1692517 1862674 53.37% 9.346%
8 8.075 1014 1018 1037 rBV 856562 868177 24.87% 4 _.356%
9 9.151 1196 1201 1204 rBV 3604057 3490277 100.00% 17.513%
10 9.828 1311 1316 1327 rVB2 1022935 970769 27.81% 4.871%
11 10.498 1428 1430 1437 rVB 58074 54983 1.58% 0.276%
12 10.622 1447 1451 1465 rBV 1370261 1330134 38.11% 6.674%
13 10.722 1465 1468 1477 rVB 31235 35188 1.01% 0.177%

14 11.322 1566 1570 1586 rVB 884708 852506 24.43% 4.278%
15 12.910 1835 1840 1843 rBV 2783438 2803983 80.34% 14.070%

16 13.816 1990 1994 2002 rBV 47125 66511 1.91% 0.334%
17 13.998 2021 2025 2034 rVB 651030 647688 18.56% 3.250%
18 15.527 2280 2285 2297 rBV 401391 570693 16.35% 2.864%

Sum of corrected areas: 19929476
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF105010.D

Acg On : 2 May 2018  4:40

Operator : JU/SJ

ﬁ?ggle i J2645-03 042718-SIDI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF105010.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF105010.D

Acg On : 2 May 2018  4:40

Operator : JU/SJ

ﬁ?ggle i J2645-03 042718-SIDI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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 3

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

4.98 3.54 ng 110175 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 492 (4.981 min): BF105010.D (-489) (-) m/z 43.00 100.00%
a3
59
5000
101
1 s I| 83 4.60 4.80 5.00 5.20 5.400
O B L T R e S R m/z 59.00 60.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS RN RN LR
59 4.60 4.80 5.00 520 5.40
m/z 101.00 23.61%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 17.01%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- A R
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 9.38%
5000 41
73
1\5 ‘ L 51\‘ ‘ 87 102
R s R SR AN AL RRARA RARSA AN SARAN LALARALRS SRS RARRY SRS SRRE RN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40

8270-BF040618.M Wed May 02 14:57:22 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\
Data File : BF105010.D

Acq On > 2 May 2018 4:40

Operator : JU/SJ

Sample - J2645-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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 unknown6.56 Concentration Rank 2

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

6.56 55.48 ng 1726760 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 760 (6.557 min): BF105010.D (-756) (-) m/z 132.00 100.00%
32
5000 68
20 450 g, ||| 75 % 104 620 640 660 680
o S 0l A 1A Wl E S | m/z 68.10 37.70%
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 SRR U SN
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.89%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 67 m/z 66.00 24.04%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R O L
132 6.20 6.40 6.60 6.80

m/z 69.10 15.35%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF105010.D

Acg On : 2 May 2018  4:40

Operator : JU/SJ

ﬁ?ggle i J2645-03 042718-SIDI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.05 ng 66511 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1995 (13.821 min): BF105010.D (-1990) (-) m/z 57.00 100.00%
57 88
5000 1
¥ l139 13.60 13.80 14.00 14.20
ob— B R e S I m/z 83.10 97 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 |97
5000
125 13.60 13.80 14.00 14.20
m/z 97.00 96.37%
oL P g | 15% 161 200 236 260 252 320 30 978
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
83
13.60 13.80 14.00 14.20
5000 111 m/z 69.00 90.24%
29 169
0 140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3 13.60 13.80 14.00 14.20
m/z 43.10 89.44%
5000 111
23 ‘ 168 196
oLl ,l‘,‘\}?‘?‘,‘, A - " S
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF105010.D

Acg On : 2 May 2018  4:40

Operator : JU/SJ

ﬁ?ggle i J2645-03 042718-SIDI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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._.98 3.5 ng 110175 1 6.79 622443 20.0
unknown6 .56 6.56 55.5 ng 1726760 1 6.79 622443 20.0
1-Heptacosanol 13.82 2.0 ng 66511 5 14.00 647688 20.0
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