LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099558.D

Aca On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample : 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 heiaht area % max. total
1 5.075 504 508 522 rBV 338258 469443 17.21% 2.129%
2 5.475 571 576 599 rBVY 2126237 2322498 85.12% 10.532%
3 6.481 742 747 766 rBVY 2078200 2460435 90.18% 11.158%
4 6.616 766 770 773 rBVY 2594542 2369000 86.83% 10.743%
5 6.845 805 809 816 rBV 658891 589204 21.60% 2.672%

6.998 831 835 839 rBV 2080962 1868075 68.47% 8.471%
7.410 900 905 908 rBV 1534182 1459135 53.48% 6.617%
8.122 1023 1026 1035 rBV 876273 814196 29.84% 3.692%
8.681 1118 1121 1126 rBV 37731 31216 1.14% 0.142%
9.198 1204 1209 1212 rBV 2803985 2728381 100.00% 12.373%

=
QO ~NO®

11 9.592 1273 1276 1288 rVB 671345 528224 19.36% 2.395%
12 9.881 1321 1325 1329 rBV2 1042917 878619 32.20% 3.984%
13 10.592 1443 1446 1453 rVB 101218 78367 2.87% 0.355%
14 10.675 1456 1460 1463 rBV 1449762 1320895 48.41% 5.990%
15 11.369 1574 1578 1582 rBV 930637 792047 29.03% 3.592%

16 12.951 1843 1847 1851 rBV 2111573 2028817 74.36% 9.200%
17 13.833 1993 1997 2010 rBV2 87111 124390 4_56% 0.564%
18 14.010 2024 2027 2035 rBV 540596 535512 19.63% 2.428%
19 14.833 2164 2167 2171 rVB 111997 103660 3.80% 0.470%
20 15.486 2272 2278 2287 rVB 430031 549233 20.13% 2.491%

Sum of corrected areas: 22051347
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101617\

BF099558.D

16 Oct 2017 21:50

SJ/Ju

15782-06

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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\BF101617\
Data File : BF099558.D

Aca On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample : 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
507 15.93ng 469443  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 507 (5.069 min): BF099558.D (-504) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0
| 83.0 480 5.00 5.20 5.40
Obrrrprrrr e el e b e m/z 59.00 61.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L LB LB
4.80 5.00 5.20 5.40
59.0 m/z 101.00 19.72%
101.0
0 27\9\ L . ‘ 70.0 83'0 ,
T T I T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e i maa
570 4.80 500 5.20 5.40
5000 m/z 58.00 16.39%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R Raa e  Eman mam
59.0 480 5.00 5.20 5.40
m/z 41.10 9.55%
5000 41.0
o Wl 730 1260 1450
e e e e e A R ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099558.D

Aca On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample : 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.62 Concentration Rank 1

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

6.62 80.41 ng 2369000 1,4-Dichlorobenzene-d4 6.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF099558.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
00500 || ao B0 1 3 5o ok by Tho
0 : - B e o m/z 134.00 33.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 [Trrr[rrrr[rrrryprrrryrro—
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 68.10 30.23%
0 ‘ b1 H 1 . !
e e e e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
S
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.64%
41.0 97.0
117.0
54,0 81.0
o M 454V 11 4 WSS S [ | N S
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance #52379: Tranylcypromine-propionyl T B e ]
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12.24%
74.0
116.0
5000 98.0
SIS V| OO I Y-S 1 SO |
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099558.D

Aca On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample : 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.65 ng 124390 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1996 (13.827 min): BF099558.D (-1993) (-) m/z 57.05 100.00%
57.0
5000
|139.2 13.60 13.80 14.00 14.20
o AV m/z 83.10 96.01%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
550 oo g
5000
13.60 13.80 14.00 14.20
m/z 55.00 88.21%
oL 2600 | \‘ | || 39950 2100 zsscoas0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
430 230
13.|60 13.|80 14.'00 14.'20
5000 111.0 m/z 43.10 87.91%
0 140.0 1820 2040  280.0309.0
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #210517: 1-Heptacosanol e T
57.0 (97.0 13.60 13.80 14.00 14.20
m/z 69.10 87.02%
5000
39.0
27,0 | ‘l J’ | ! H |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099558.D

Aca On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample : 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.77 ng 103660 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 2166 (14.827 min): BF099558.D (-2164) (-) m/z 69.05 100.00%
69.0
5000
07.0137.1 14.60 14.80 15.00 15.20
38|9 .
oL l iy oy 220000 m/z 81.10 46.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000
14.60 14.80 15.00 15.20
m/z 41.05 21.47%
0 L %0(-0”13‘”7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 95.00 14 .25%
137.0
oL 290 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 14.60 14.80 15.00 15.20
m/z 68.00 11.38%
5000
29.0
123.0
S W o 2 Y U SR | RN
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
Data File : BF099558.D

Acq On : 16 Oct 2017 21:50

Operator : SJ/JU

Sample - 15782-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
2-Pentanone, 4-hy... 5.07 15.9 ng 469443 1 6.85 589204 20.0
unknown6 .62 6.62 80.4 ng 2369000 1 6.85 589204 20.0
1-Heneicosanol 13.83 4.7 ng 124390 5 14.02 535512 20.0
Squalene 14.83 3.8 ng 103660 6 15.49 549233 20.0
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