LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\

Data File : BF107872.D

Aca On : 1 Aug 2018 1:27 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J3825-17 2X CL-01-073018-D

ALS Vial : 25 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 5.184 481 484 493 rBV 221030 255324 13.23% 1.483%
2 5.595 551 554 569 rBV 549081 1108371 57.41% 6.438%
3 6.601 722 725 745 rBV 558007 1361702 70.54% 7.909%
4 6.736 745 748 779 rVV 1193031 1930484 100.00% 11.212%
5 6.966 783 787 809 rvVv 506140 990756 51.32% 5.754%

7.119 809 813 845 rVB 959223 1390399 72.02% 8.076%
7.530 879 883 906 rBV 281656 820689 42.51% 4.767%
8.242 1001 1004 1037 rBV 662506 1152678 59.71% 6.695%
9.313 1183 1186 1210 rBV 1172295 1674527 86.74% 9.726%
9.713 1248 1254 1263 rBV 69771 102516 5.31% 0.595%

=
QO ~NO®

11 10.001 1299 1303 1320 rBV2 842661 1027942 53.25% 5.970%
12 10.801 1435 1439 1452 rBV 493372 834846 43.25% 4._.849%
13 11.501 1554 1558 1573 rBV 676253 1063701 55.10% 6.178%
14 12.001 1641 1643 1646 rBv4 16647 19698 1.02% 0.114%
15 12.554 1734 1737 1739 rBV3 28659 36963 1.91% 0.215%

16 13.083 1823 1827 1838 rBV 1290484 1667693 86.39% 9.686%
17 13.959 1974 1976 1981 rBV 123328 128874 6.68% 0.749%

18 14.154 2006 2009 2020 rBV 739952 964962 49.99% 5.605%
19 15.695 2268 2271 2283 rVB 377217 685247 35.50% 3.980%

Sum of corrected areas: 17217372
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\

BF107872.D
1 Aug 2018 1:27
JussJ
J3825-17 2X
25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107872.D

Aca On : 1 Aug 2018 1:27

Operator : JU/SJ

Sample : J3825-17 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.18 5.15 ng 255324 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 483 (5.178 min): BF107872.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR NN SRR AR
| 83.0 | 480 500 5.20 540 5.60
O i L L e R m/z 59.00 58.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL UL LR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 17.20%
0"'l“L'|“'W”“'””“"|“"|“"|“"F%q'|”"J“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540 5.60
5000 m/z 58.00 15.54%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T T
54.0 480 500 5.20 540 5.60
m/z 40.95 7.24%
5000
410 101.0
0 15.0 ‘%D 111500, | 690 83.0
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107872.D

Aca On : 1 Aug 2018 1:27

Operator : JU/SJ

Sample : J3825-17 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 38.97 ng 1930480 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF107872.D (-745) (-) m/z 131.95 100.00%
1319

5000
68.0
400 96.0 1120 6.40 6.60 6.80 7.00
0 : B B e m/z 68.00 35.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 670 LI L L L L L LB LB I

6.40 6.60 6.80 7.00
m/z 134.00 32.36%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
RN A RERmaw
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 22.78%
L1l ‘h W H“ “ Il 158.0 189.0
0...,....,....,....,....,....,..,....,....,....
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole e e  RRARER R R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.61%
5000
104.0
66.0
0...,....,....,....,....,....,...,....,....,.... T T T
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF073018.M Wed Aug 01 16:34:08 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107872.D

Aca On : 1 Aug 2018 1:27

Operator : JU/SJ

Sample : J3825-17 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexadecane, 1l-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.67 ng 128874 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 89
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
3 Hexadecane 226 C16H34 000544-76-3 78
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 70
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 64
Abundance Scan 1976 (13.959 min): BF107872.D (-1974) (-) m/z 57.00 100.00%
5%.0
5000
16011901 Y 2671 9001 s aaal | 1360 1360 1400 1450
Oyl ; ¢ : m/z 43.00 58.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110907: Hexadecane, 1-chloro-
57.0
5000 AR DA DU SURLES B
91.0 Bmmmmmmm
m/z 55.00 52.43%
o quo Hll.l. 1330 1750 2170 2007
m/z--> 55 100 1éo 200 250 300 350 460
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
o5 o 13.60 13.80 14.00 14.20
5000 : m/z 71.10 50.92%
25.0
ol Ll L4 ﬁ.M 090 .?539... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane R BE T
57.0 13.60 13.80 14.00 14.20
m/z 85.10 41 .07%
5000
o 2@\0“ L Jgg.o‘ 1410 1830 226.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(')0 13 60 13. 80 14. 00 14. 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF073118\
Data File : BF107872.D

Acq On > 1 Aug 2018 1:27

Operator : JU/SJ

Sample - J3825-17 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.18 5.2 ng 255324 1 6.97 990756 20.0
unknown6 .74 6.74 39.0 ng 1930480 1 6.97 990756 20.0
Hexadecane, 1-chl... 13.96 2.7 ng 128874 5 14.15 964962 20.0
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