LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\

Data File : BF096528.D

Acq On 6 Jul 2017 12:59 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 14053-01 CL-02-070317-A

ALS Vial : 7 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 3.081 166 169 190 rBvY 31067 89856 2.91% 0.358%
2 4.910 475 480 489 rVB 299690 435674 14.10% 1.734%
3 5.334 546 552 555 rBV 2885835 3089691 100.00% 12.299%
4 6.351 720 725 730 rBvV 2500584 2959024 95.77% 11.779%
5 6.487 743 748 751 rBV 2834273 2859165 92.54% 11.381%
6 6.710 783 786 790 rBV 919547 796113 25.77% 3.169%
7 6.869 809 813 817 rBV 2294366 2153090 69.69% 8.571%
8 7.275 876 882 885 rBV 1868463 1810521 58.60% 7.207%
9 7.992 1000 1004 1008 rBVY 1080055 966126 31.27% 3.846%
10 9.075 1182 1188 1191 rBV 2996598 2754087 89.14% 10.963%

11 9.463 1250 1254 1258 rBV 490770 445269 14.41% 1.772%
12 9.751 1298 1303 1306 rBV 1002239 974211 31.53% 3.878%

13 10.192 1375 1378 1381 rVB 61357 50498 1.63% 0.201%
14 10.410 1408 1415 1418 rBV2 22200 32596 1.05% 0.130%
15 10.533 1432 1436 1445 rBV 1365062 1273739 41.23% 5.070%
16 10.663 1456 1458 1466 rVB 72853 87781 2.84% 0.349%
17 11.116 1531 1535 1538 rBV2 48134 47592 1.54% 0.189%
18 11.227 1550 1554 1557 rBV 936668 802954 25.99% 3.196%
19 12.433 1754 1759 1762 rBV2 48407 55851 1.81% 0.222%
20 12.557 1777 1780 1784 rBV4 32386 35028 1.13% 0.139%
21 12.663 1793 1798 1802 rBV 37755 50571 1.64% 0.201%

22 12.816 1819 1824 1828 rBV 1935473 1906473 61.70% 7.589%
23 13.721 1975 1978 1984 rVB 179581 188806 6.11% 0.752%
24 13.863 1997 2002 2005 rBV 742437 724940 23.46% 2.886%
25 15.274 2238 2242 2245 rVB 460499 532250 17.23% 2.119%

Sum of corrected areas: 25121906
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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\

BF096528.D

6 Jul 2017 12:59

SJ/MA

14053-01 CL-02-070317-A
7 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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF096528.D

5,33 6.49

6.35
6.87

7.27

6.71

4.91

0
Time-->

5.00

5.50

6.00

6.50

Abundance

2500000

2000000

1500000

7.99

1000000

500000

TIC: BF096528.D

12.82

10.53

9.75 11.23

10.1910.41|10.66 11.1 12.23 1566

oI

Time--> 8.00

12.00 12.50

13.00

13.50

10.50 11.00

11.50

8.50

9.50 10.00

Abundance

2500000

2000000

1500000

1000000

500000
8.72

TIC: BF096528.D

13.86

15.27

Time-->

14.00

18.50 19.00

17.50 18.00

16.00 16.50 17.00

14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

ﬁ?ggle i 14053-01 CL-02-070317-A
ALS Vial : 7 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 5

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

3.08 2.26 ng 89856 1,4-Dichlorobenzene-d4 6.71
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 2-Butanol 74 C4H100 000078-92-2 43
4 2-Butanol, (R)- 74 C4H100 014898-79-4 43
5 2,3-Butanediol 90 C4H1002 000513-85-9 9

Abundance Scan 169 (3.081 min): BF096528.D (-166) (-) m/z 45.00 100.00%
45
- L
—v—v—v—rv—v—v—v—rv—
2.80 3.00 3.20 3.40
3944 | 49 5761
'W“HVHWH“P“W““V“W““Vﬁ!““V“W““H“W““P“W““v“w m/z 43.00 15.69%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol LN
45
AM“M%VMWV

5000 B
2.80 3.00 3.20 3.40

m/z 44.00 7.48%

1519 2731 3943 535761 75
N
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.80 3.00 3.20 3.40
5000 m/z 61.00 5.84%
29
121519 56 | 33 3942 53 57 61 76
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #831: 2-Butanol R e R
45 2.80 3.00 3.20 3.40
m/z 46.00 3.12%
5000
27 31 " 59
18 ‘ 11 95 ‘ 73
.q“”“”q””“”q”““”q””“”.nupnqu”“”q””“”q“”“”q I R B e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

ﬁ?ggle i 14053-01 CL-02-070317-A
ALS Vial : 7 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.

4.91 10.95 ng 435674 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 480 (4.910 min): BF096528.D (-475) (-) m/z 42.95 100.00%
43
59
5000
101 AR LR LS R
4.60 4.80 5.00 5.20
e Bl sl e | h77 59.00  54.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 16.04%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 58.00 13.23%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L B L NN |
50 4.60 4.80 5.00 5.20
m/z 41.05 8.58%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 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\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

ﬁ?ggle i 14053-01 CL-02-070317-A
ALS Vial : 7 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 71.83 ng 2859170 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 749 (6.493 min): BF096528.D (-743) (-) m/z 132.00 100.00%
5000
68
| % 620 640 6.60 6.80
40 54 75 104 : : : :
....,...:;':..“.E‘,:...,‘S.?I.',..-..,..5.‘?,..!.,.:..,....,....,"...,.. m/z 134.00 34.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR L
6.20 6.40 6.60 6.80
/z 68.10 27 .84%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 19.09%
33 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R s
132 6.20 6.40 6.60 6.80
m/z 96.00 12.07%
5000 67
41 97
‘ 53 2 117
3 ||| | enjl] [P 8 | 103110 | 104
m/z--> 30 4'0 5 60 70 8|O 9'0 100 110 12'0 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

ﬁ?ggle i 14053-01 CL-02-070317-A
ALS Vial : 7 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.66 2.19 ng 87781 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 64
3 Pentadecane 212 C15H32 000629-62-9 59
4 Eicosane 282 C20H42 000112-95-8 59
5 Tetracosane 338 C24H50 000646-31-1 59

Abundance Scan 1458 (10.663 min): BF096528.D (-1456) (-) m/z 57.05 100.00%

57
43

5000

10.40 10.60 10.80 11.00
m/z 43.10 73.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 ¥’
5000 71 LA L L L L L LB
85 10.40 10.60 10.80 11.00
29 m/z 71.05 42 .39%
| ‘ L ‘ 99 113127141155169183197 226
A L A E  a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
B e
7 10.40 10.60 10.80 11.00
5000 85 m/z 41.00 31.35%
29 99
113127141155 169183197211 225 254
I L B B e R S L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane R B
57 10.40 10.60 10.80 11.00
43 m/z 85.05 30.81%
71
5000 85
29 99
15 J ‘ L 4 | 113127141155169183 212
B R B s ma e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

ﬁ?ggle i 14053-01 CL-02-070317-A
ALS Vial : 7 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.21 ng 188806 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1978 (13.721 min): BF096528.D (-1975) (-) m/z 57.10 100.00%
87
83
5000 111
BRI BN BN
3 139 13.40 13.60 13.80 14.00
165 197213 236253 281 301 7, 55 05 92 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L L L L L L
anmnmmm
29 m/z 43.05 89.84%
e 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.10 73.90%
29

139 167 106 238 266 294

L L O L R R R RN RN R R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

i

Abundance #186968: n-Tetracosanol-1 e B e
83 13.40 13.60 13.80 14.00
m/z 97.05 67.58%
- vvvﬁ”.\ﬁ/\"\
h ‘ ‘ 167 195 222 250 280 308 336
.up”q””.”... R R e A RERRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70617\

Data File : BF096528.D

Acg On : 6 Jul 2017 12:59

Operator : SJ/MA

3?22'6 i 14053-01 CL-02-070317-A
ALS Vial : 7 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 2.3 ng 89856 1 6.71 796113 20.0
2-Pentanone, 4-hy... 4.91 10.9 ng 435674 1 6.71 796113 20.0
unknown6 .49 6.49 71.8 ng 2859170 1 6.71 796113 20.0
Hexadecane 10.66 2.2 ng 87781 4 11.23 802954 20.0
Behenic alcohol 13.72 5.2 ng 188806 5 13.86 724940 20.0
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