LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 3.146 167 180 196 rBV 242497 833592 27.65% 3.092%
2 4.922 478 482 490 rVB 64776 86168 2.86% 0.320%
3 5.334 546 552 555 rBV 2615360 2849397 94.52% 10.570%
4 6.363 721 727 739 rBV 2639425 2941800 97.58% 10.913%
5 6.487 743 748 751 rBV 3116945 2901533 96.25% 10.763%
6 6.710 783 786 793 rBY 736654 697123 23.12% 2.586%
7 6.869 809 813 816 rBV 2581410 2263824 75.09% 8.398%
8 7.281 878 883 886 rBvV 1800112 1809751 60.03% 6.713%
9 7.381 896 900 906 rVvB 34899 36172 1.20% 0.134%
10 7.998 1000 1005 1008 rBVY 981668 934321 30.99% 3.466%
11 8.586 1102 1105 1109 rBvV2 27303 32791 1.09% 0.122%
12 9.016 1175 1178 1180 rBV 41578 32405 1.07% 0.120%
13 9.075 1182 1188 1191 rBV 3215452 3014657 100.00% 11.183%
14 9.151 1197 1201 1203 rBV2 44092 39232 1.30% 0.146%
15 9.469 1250 1255 1258 rBV 464870 416485 13.82% 1.545%
16 9.610 1276 1279 1284 rBV6 21572 30968 1.03% 0.115%
17 9.680 1288 1291 1295 rVB 89785 74185 2.46% 0.275%
18 9.751 1299 1303 1308 rVB 1038834 971678 32.23% 3.604%
19 9.904 1325 1329 1333 rBV5 17317 34013 1.13% 0.126%
20 9.951 1333 1337 1342 rVV5 35610 66912 2.22% 0.248%
21 9.998 1342 1345 1348 rVB3 34094 44829 1.49% 0.166%
22 10.151 1368 1371 1373 rBvY 74360 69540 2.31% 0.258%
23 10.175 1373 1375 1378 rVB 108722 97080 3.22% 0.360%
24 10.398 1407 1413 1419 rBvY 76920 93878 3.11% 0.348%

25 10.539 1433 1437 1447 rVB 1573358 1491869 49.49% 5.534%

26 10.651 1453 1456 1461 rBV2 132288 190180 6.31% 0.705%

27 10.992 1509 1514 1519 rVBS8 16655 36936 1.23% 0.137%
28 11.098 1529 1532 1534 rBV 77726 66483 2.21% 0.247%
29 11.127 1534 1537 1542 rVB 65372 70454 2.34% 0.261%
30 11.233 1551 1555 1562 rBV 1030801 888996 29.49% 3.298%
31 11.522 1601 1604 1607 rBV 57009 48547 1.61% 0.180%
32 11.927 1670 1673 1677 rBV 41135 43058 1.43% 0.160%
33 12.639 1790 1794 1796 rBV2 59061 49305 1.64% 0.183%

34 12.821 1820 1825 1828 rBV 2397784 2194666 72.80% 8.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.345 1911 1914 1918 rBV3 42349 40783 1.35% 0.151%
36 13.716 1973 1977 1981 rBV 77652 87468 2.90% 0.324%

37 13.851 1996 2000 2001 rBV 120828 125940 4.18% 0.467%
38 13.868 2001 2003 2011 rVB 668324 613388 20.35% 2.275%
39 15.298 2241 2246 2256 rBV 458142 637120 21.13% 2.363%

Sum of corrected areas: 26957527
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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

Abundance TIC: BF102410.D
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Abundance TIC: BF102410.D
9|07
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Abundance TIC: BF102410.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 Isopropyl Alcohol Concentration Rank 3

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

3.15 23.92 ng 833592 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 181 (3.151 min): BF102410.D (-167) (-) m/z 45.00 100.00%
45
5000 //\\‘—
rrrrrrTrreT T T T et e
61 2.80 3.00 3.20 3.40
0 ..,....,....,...??:'::.,??.n,'....,..7.6.,....,....,....,. m/z 42.95 17.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #294: 1sopropy! Alcohol
45
2.80 3.00 3.20 3.40
27 m/z 61.00 6.-31%
19 ‘ 39 ‘ 59
0"P‘MW"“I“”'mH"P"”"”I'”'I”"P"W"”I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
280 300 320 340
5000 m/z 43.95 5_.55%
19 2 3 55 61 76 MMMMNNMVMmf/lMM\MVWWmMNM
e L S U S UL SRS I SULIULS UL I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8863: 2—Pr0pan0|, l—(l—methylethoxy)— LA L L L LB L
45 2.80 3.00 3.20 3.40
m/z 42.00 2.96%
5000 59
31 -3
39
0 25\‘\“ \‘m 51 |, 67 || 85 103
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.92 2.47 ng 86168 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 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF102410.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 A RAANS RARSARARNARALSS Y
| 83 | 4.60 4.80 5.00 5.20
0“W““V“W““m“w”hPHWH“PHW“”VHW““P“'““V“W““V“' m/z  58.95 53.34%
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 N AN LR
59 460 480 500 520
m/z 101.00 20.45%
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
43
- 460 4.80 500 520
5000 m/z 58.10 13.74%
29 101
ol 1° 73 83
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-
59 460 4.80 5.00 5.20
m/z 41.05 9.43%
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 : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 3 unknown6.49 Concentration Rank 1

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

6.49 83.24 ng 2901530 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102410.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 ey A B RN ARN
40 ,_ 54 ‘ 75 104 6.20 6.40 6.60 6.80
o..,....,....,...::'...?,....??.I.'....,..5.‘.7,..!.,....,.1.1.5.,....,"...,... m/z 134.00 34.51%
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 31.60%
1 33 ‘
0"P'“I”'W'“WPl”I”'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
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 19.25%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R R e

132 6.20 6.40 6.60 6.80
m/z 96.10 12 _.58%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 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 : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 Tridecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.65 4.28 ng 190180 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1456 (10.651 min): BF102410.D (-1453) (-) m/z 57.05 100.00%
g7
5000
85
] 13 1 183 10,40 1060 10.80 11.00
o S0 O e — m/z 43.05 70.41%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57
5000 LR UL BN IR SR
85 10,40 10.60 10.80 11.00
29 ‘ m/z 71.10 62.62%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 1060 10.80 11.00
5000 85 m/z 85.10 35.52%
29
113 141 169 198
O T T o I o e e o o T S A
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T
57 10.40 10.60 10.80 11.00
m/z 41.05 28.94%
5000
85
o 291 4 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102410.D

Acq On : 25 Jan 2018 00:35

Operator : SJ/JU

Sample - J1240-01

Misc :

ALS Vial : 23 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 6 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.85 ng 87468 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Octacosanol 410 C28H580 000557-61-9 90
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 81
4 Behenic alcohol 326 C22H460 000661-19-8 81
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 81
Abundance Scan 1977 (13.716 min): BF102410.D (-1973) (-) m/z 57.05 100.00%
57
5000
111
“ l139 207 13.40 13.60 13.80 14.00
O il o B e R o m/z 43.00 87 .24%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
5000 LS BUARURR B SR B
13140 13.60 13.80 14.00
29 m/z 55.00 75.91%
0 il \‘\ ] “ ‘H \H\ “‘\ \‘\1?9\167 196 238266294
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o1 USRS PN SN SRR
13.40 13.60 13.80 14.00
5000 m/z 83.10 75.70%
125
0 29 153181209236264292322 364392
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate A REEE R
57 13.40 13.60 13.80 14.00
m/z 69.00 70.67%
97
5000
125
0 29 l; 169195222250 294322 367 518
mz-> 0 50 100 1&1;0 200 250 300 350 400 450 500 13140 13.60 13.80 14.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF012418\

BF102410.D

25 Jan 2018 00:35

SJ/Ju

J1240-01

23 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .49
Tridecane
1-Heneicosanol

8270-BF012218_.M Thu Jan 25 09:59:57 2018

3.15 23.9 ng
4.92 2.5 ng
6.49 83.2 ng
10.65 4.3 ng
13.72 2.9 ng

RT EstConc Units Response

Isopropyl Alcohol
2-Pentanone, 4-hy...

833592
86168
2901530
190180
87468

|--Internal Standard---|
| # RT Resp Conc]

697123 20.0
697123
697123 20.0
888996 20.0
613388 20.0

11.23

1
1
1 6.72
4
5 13.87
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