LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample : J1991-02

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-BF031518_.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 2.310 33 38 49 rvVB 141456 194681 5.23% 0.640%
2 5.222 524 533 541 rBvV 152478 200286 5.38% 0.658%
3 5.598 592 597 600 rBV 3353801 3717772 99.81% 12.219%
4 6.598 761 767 770 rBV 3369395 3659385 98.24% 12.027%
5 6.745 787 792 795 rBV 3781410 3725007 100.00% 12.243%

6 6.975 827 831 834 rBV 1081383 870783 23.38% 2.862%
7 7.134 853 858 861 rBV 3000516 2812916 75.51% 9.245%
8 7.539 921 927 930 rBV 2251460 2274030 61.05% 7.474%
9 8.257 1045 1049 1052 rBV 1213813 1074052 28.83% 3.530%
10 9.328 1227 1231 1234 rBV 3748832 3494913 93.82% 11.487%
11 9.716 1294 1297 1305 rVB 317238 264656 7.10% 0.870%
12 9.928 1326 1333 1337 rBvV 96479 78807 2.12% 0.259%
13 10.016 1344 1348 1356 rBV 1226958 1063545 28.55% 3.496%
14 10.428 1415 1418 1421 rVB 106688 80558 2.16% 0.265%

15 10.804 1478 1482 1493 rBV 1957843 1846277 49.56% 6.068%
16 10.904 1496 1499 1504 rBV 69638 74163 1.99% 0.244%
17 11.504 1598 1601 1605 rBV 921968 838993 22.52% 2.758%
18 13.092 1867 1871 1875 rBV 2527232 2402649 64.50% 7.897%
19 13.974 2018 2021 2029 rBV 127708 139228 3.74% 0.458%
20 14.157 2048 2052 2056 rBV 956793 900306 24.17% 2.959%

21 15.698 2309 2314 2319 rBV 556300 712602 19.13% 2.342%

Sum of corrected areas: 30425609
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF032218\

BF103861.D

22 Mar 2018 19:25

JussJ

J1991-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample - J1991-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.31 4_47 ng 194681 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 38 (2.310 min): BF103861.D (-33) (-) m/z 73.10 100.00%
7B
5000
43 55 87 SN A GO
220 240 260
o..,....,....l,':.'..5,0..|.~.,..‘?7.,|.:..,....,....,....,. m/z 43.05 33.43%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 55 220 240 260
07 87 m/z 87.10 25.79%
. (132 38| | 50 | 6267 101
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
A A
220 240 260
5000 59 m/z 55.00 24 .10%
87
43
o 29 38 53 67 102
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- L S
73 220 240 260

m/z 71.00 12._.19%

5000
45

29

Ll 3 50 °° 67 |, 101

O—1 e e e T

al
| l

I
m/z--> 20 30 40 50 60 70 80 90 100 110 2.20

T
2.40 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample - J1991-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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.

5.22 4.60 ng 200286 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 23
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF103861.D (-524) (-) m/z 43.00 100.00%
43
59
5000
101 S L RS SRR
53 83 | 4.80 500 520 5.40 5.60
) ST YU Y UM SN M m/z 59.00 59.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L LS BN
4.80 500 5.20 5.40 5.60
59 m/z 101.00 22.49%
0 7 3 s | g mm g %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540 560
5000 31 43 73 m/z 58.00 16.58%
0 25 37 53 67 84 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T BRaa
59 4.80 500 5.20 5.40 5.60
m/z 41.10 10.09%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ 1 65 71 83
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample - J1991-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 85.56 ng 3725010 1,4-Dichlorobenzene-d4 6.97
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 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 793 (6.751 min): BF103861.D (-787) (-) m/z 132.00 100.00%
5000
68
6 rTTrTTTTTT T T T T T T
40 54 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:,'-..‘.‘7.,....??.I.'....,..f??,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00 34.31%
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 BRSNS
6.40 6.60 6.80 7.00
3 78 m/z 68.10 32.06%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.00 19.87%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L B L

132 6.40 6.60 6.80 7.00
m/z 96.00 12 .99%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample - J1991-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.97 3.09 ng 139228 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 2020 (13.968 min): BF103861.D (-2018) (-) m/z 57.10 100.00%

57 83
4
5000
138 169 203 225 265 300 1360 13.80 14.00 14.20

o m/z 55.10 94 _.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol

3

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29 m/z 83.10 88.07%
0 Lol 167 196 224 252 280 308
ERRRERINRaAS Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 e e
41 13.60 13.80 14.00 14.20
5000 m/z 43.05 84.57%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
1 1 1 T 1

Abundance #155046: 1-Heneicosanol L I N B SR E
13.60 13.80 14.00 14.20

m/z 97.10 83.74%

5000

-

167 196 222238 266 294
B e e o N EEmes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103861.D

Acq On : 22 Mar 2018 19:25

Operator : JU/SJ

Sample : J1991-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.31 4.5 ng 194681 1 6.97 870783 20.0
2-Pentanone, 4-hy... 5.22 4.6 ng 200286 1 6.97 870783 20.0
unknown6.75 6.75 85.6 ng 3725010 1 6.97 870783 20.0
Behenic alcohol 13.97 3.1 ng 139228 5 14.16 900306 20.0
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