LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104260.D

Aca On 5 Apr 2018 7:37 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J2179-02 032918-DBRFI)-F-D-M
isc :

ALS Vial : 36 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-BF032818.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

2.257 24 29 37 rvB 367696 502710 13.09% 2.624%
5.604 593 598 609 rBvV3 77062 310459 8.08% 1.620%
rBv3 72671 355646 9.26% 1.856%
6.722 785 788 820 rvVv 817092 1814876 47.25% 9.472%
6.957 824 828 849 rvv 188473 620827 16.16% 3.240%
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6 7.104 849 853 890 rVB 1697625 2566052 66.81% 13.393%
7 7.516 920 923 946 rBV 812423 1777951 46.29% 9.280%
8 7.663 946 948 957 rVB3 35136 59925 1.56% 0.313%
9 8.233 1041 1045 1061 rBV 380403 742893 19.34% 3.877%
10 9.298 1223 1226 1267 rBV 2606983 3840758 100.00% 20.046%
11 9.627 1279 1282 1286 rVB 59861 50757 1.32% 0.265%
12 9.986 1340 1343 1363 rBvV 697254 843139 21.95% 4.401%
13 10.392 1410 1412 1416 rVB 59554 42648 1.11% 0.223%
14 10.780 1475 1478 1490 rBV 765604 1185825 30.87% 6.189%
15 10.863 1490 1492 1502 rVB 65197 99054 2.58% 0.517%

16 11.486 1594 1598 1614 rBV 439182 723711 18.84% 3.777%
17 12.857 1828 1831 1837 rBV 55086 51570 1.34% 0.269%
18 13.063 1862 1866 1889 rBV 2037840 2519935 65.61% 13.152%
19 14.139 2045 2049 2066 rBV 372493 577887 15.05% 3.016%
20 15.680 2306 2311 2330 rBV 232724 473021 12.32% 2.469%

Sum of corrected areas: 19159644
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040418\

BF104260.D
5 Apr 2018 7:37
Jus/sJ
J2179-02
36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M

032918-DBRI-F-D-M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :
TIC Integration Parameters:

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104260.D

Aca On : 5 Apr 2018 7:37

Operator : JU/SJ

ﬁ?ggle i J2179-02 032918-DBRI-F-D-M
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.26 16.19 ng 502710 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (2.257 min): BF104260.D (-24) (-) m/z 73.05 100.00%
7B
5000
43 55 87
3 | o7 2.202.30 2.40 2.50 2.60 2.70
Y AN N OO WSPMN -7 A L ENNN NSNN— m/z 43.10 31.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A A LA AR AR NARAS A
43 55 2.20 2.30 2.40 2.50 2.60 2.70
- 87 m/z 87.10 25.10%
. 13 |14 | 6167 101
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
73
41 55 87 2.202.30 2.40 2.50 2.60 2.70
5000 m/z 55.00 22 .58%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B 2.202.30 2.40 2.50 2.60 2.70
m/z 71.10 11.10%
5000
45
29
0 3O ™ er | 101 I\
m/z--> 10 20 30 40 5 6 70 8 90 100 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104260.D

Aca On : 5 Apr 2018 7:37

Operator : JU/SJ

Sample : J2179-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.72 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.72 58.47 ng 1814880 1,4-Dichlorobenzene-d4 6.96
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 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 788 (6.722 min): BF104260.D (-785) (-) m/z 132.00 100.00%
5000 68 l
96
40 54 | | 77 87 | 105 6.40 6.60 6.80 7.00
o e LA A o B o o e B e e B e e B m/z 68.05 37.29%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L L LB L L |
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 31.93%
0 ‘ b1 H Moy . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.42%
41 97
53 117
79
88 106
O T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14.19%
116
5000 98
S VN2 Y NS .1 o DN S,
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104260.D

Aca On : 5 Apr 2018 7:37

Operator : JU/SJ

ﬁ?ggle i J2179-02 032918-DBRI-F-D-M
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.74 ng 99054 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 80
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1492 (10.863 min): BF104260.D (-1490) (-) m/z 57.00 100.00%
7
5000 85
us . 1n 10,60 10.80 11.00 1120
ol A m/z 71.10 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 UL SR BN SUNRA SR
85 10.60 10.80 11.00 11.20
29 m/z 43.05 72.17%
0 \‘ I ‘ “\ I \\‘ 1:\}3\\ 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.05 43.55%
29 13 185 oo
-~ -7
m/z--> 50 100 150 200 250 300 350 '
Abundance #205394: Silane, trichlorooctadecyl-
57 10.60 10.80 11.00 11.20
m/z 41.00 29.64%
5000
85
29
o “‘ ‘ || 113135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\

Data File : BF104260.D

Acq On : 5 Apr 2018 7:37

Operator : JU/SJ

ﬁ?ggle i J2179-02 032918-DBRI-F-D-M
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.26 16.2 ng 502710 1 6.96 620827 20.0
unknown6 .72 6.72 58.5 ng 1814880 1 6.96 620827 20.0
Heptadecane 10.86 2.7 ng 99054 4 11.49 723711 20.0
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