LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 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-BF070117 .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 3.075 166 168 180 rBvV2 29805 82870 2.85% 0.379%
2 4.904 474 479 491 rVB 740782 911955 31.31% 4.166%
3 5.328 547 551 555 rBvY 2117384 2233369 76.69% 10.202%
4 6.357 720 726 730 rBV 2671972 2912249 100.00% 13.303%
5 6.487 743 748 751 rBV 2632727 2548432 87.51% 11.641%

6.710 783 786 790 rBV 736131 669129 22.98% 3.057%
6.869 809 813 817 rBV 2264376 2137226 73.39% 9.763%
7.275 877 882 885 rBV 1944065 1787121 61.37% 8.164%
7.992 1000 1004 1008 rBV 860014 788172 27.06% 3.600%
9.075 1183 1188 1191 rBV 2783931 2394005 82.20% 10.936%

=
QO ~NO®

11 9.463 1251 1254 1258 rBV 307478 271129 9.31% 1.239%
12 9.751 1298 1303 1306 rBV 815542 783091 26.89% 3.577%

13 10.192 1376 1378 1381 rVB 46661 38759 1.33% 0.177%
14 10.533 1432 1436 1443 rBV 924233 807924 27.74% 3.691%
15 10.669 1455 1459 1468 rVB 64792 79167 2.72% 0.362%
16 11.116 1531 1535 1537 rBV2 40287 35385 1.22% 0.162%

17 11.227 1550 1554 1558 rBV 655982 549654 18.87% 2.511%
18 12.816 1820 1824 1827 rBV 1618932 1511059 51.89% 6.903%
19 13.716 1974 1977 1991 rVB 165072 191148 6.56% 0.873%
20 13.863 1998 2002 2005 rBV 673698 607362 20.86% 2.774%

21 15.274 2237 2242 2247 rBV 430204 516519 17.74% 2.359%
22 16.198 2395 2399 2404 rBV5 18225 35510 1.22% 0.162%

Sum of corrected areas: 21891235
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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:\HPCHEMI\BNA_F\DATA\BFO070617\

BF096547 .D

6 Jul 2017 21:38

SJ/MA

13972-01

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 (S)-(+)-1,2-Propanediol Concentration Rank 6

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

3.08 2.48 ng 82870 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9
5 2,3-Butanediol, [S-(R*,R*)]- 90 C4H1002 019132-06-0 9

Abundance Scan 169 (3.081 min): BF096547.D (-166) (-) m/z 45.00 100.00%

45
5000
_'_'_'—l_'_'_'_'—r'_

2.80 3.00 3.20 3.40

394 57 61
e S e e || /2 43.00 14 43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 LA L L L L L L
2.80 3.00 3.20 3.40
m/z 44_.00 6.17%
1519 2731 3943 | 535761 75
T T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
2.80 3.00 3.20 3.40
5000 m/z 61.00 4.61%
29
121519 55 | 33 3942 53 57 61 76
wwwwmmmwwﬁwﬁwﬁwﬁmv
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #939: Propylene Glycol R e
45 2.80 3.00 3.20 3.40
m/z 42.00 3.06%
5000

27 31
1519 4" "3, 3942 | a8 52 57 8leap7707376

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.80 3.00 3.20 3.40

=
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 3

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

4.90 27.26 ng 911955 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 40
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.898 min): BF096547.D (-474) (-) m/z 43.00 100.00%
43
59
5000
101 PSSP S SRS SR
4.60 4.80 5.00 5.20
el S8l e 8 | w7z 59.00 52.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 14 .21%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 13.81%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e e e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.66%
5000 41
31
| [
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' U SRS L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 76.17 ng 2548430 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 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.492 min): BF096547.D (-743) (-) m/z 132.00 100.00%
5000
68
‘ % J 620 640 6.60 6.80
40 54 . . .
....-}u..:'.,:|-.|.7.7,?.7.!,1-9“?..,.. | m/Zz 134.00  34.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR A SRS
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 28.64%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
AT
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 18.56%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R maa
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 11.57%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | E—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.88 ng 79167 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 53
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
Abundance Scan 1459 (10.669 min): BF096547.D (-1455) (-) m/z 57.00 100.00%
57
43
5000 71
85
I % 113 1,7 10.40 10.60 10.80 11.00
e e e e e e e e e m/z 43.05 71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 R R U P B
85 1040 1060 10.80 11.00
29 m/z 71.05 46 .89%
a5 L PR ienes ;12
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
10.40 10.60 10.80 11.00
5000 71 m/z 85.10 32.43%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
43 m/z 41.05 29.84Y%
71
5000 85
il MMM”WWWUAN
15 \‘ N Y | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.29 ng 191148 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91

Abundance Scan 1978 (13.721 min): BF096547.D (-1974) (-) m/z 57.05 100.00%

57

83

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 94.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95987: 1-Hexadecanol

55 83

-

13.40 13.60 13.80 14.00
m/z 55.00 93.89%

5000

140 168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e R
97 13.40 13.60 13.80 14.00
5000 71 m/z 83.10 73 .15%
29
125
14 153168 308
WTWWWTWTTWTWWWTWWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119523: 1-Octadecanol LN S et
55 83 13.40 13.60 13.80 14.00
m/z 97.05 67 .29%
5000
29
e 139154 187 p08224 252
Eamanassuass e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096547.D

Acq On : 6 Jul 2017 21:38

Operator : SJ/MA

Sample : 13972-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
(S)-(+)-1,2-Propa. .. 3.08 2.5 ng 82870 1 6.72 669129 20.0
2-Pentanone, 4-hy... 4.90 27.3 ng 911955 1 6.72 669129 20.0
unknown6 .49 6.49 76.2 ng 2548430 1 6.72 669129 20.0
Pentadecane 10.67 2.9 ng 79167 4 11.23 549654 20.0
1-Hexadecanol 13.72 6.3 ng 191148 5 13.86 607362 20.0
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