LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115724.D

Aca On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 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-BF071219.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 2.210 15 21 27 rVB 89456 115060 1.95% 0.262%
2 5.504 575 581 584 rBY 4063304 4208388 71.22% 9.593%
3 6.504 745 751 754 rBVY 3762967 4450567 75.31% 10.146%
4 6.645 770 775 778 rBVY 4359078 4567412 77.29% 10.412%
5 6.869 810 813 817 rBVY 1207278 1080773 18.29% 2.464%

7.028 836 840 844 rBV 3671175 3699341 62.60% 8.433%
7.434 903 909 912 rBV 2671214 3028945 51.26% 6.905%
8.151 1026 1031 1047 rBV 1502761 1415455 23.95% 3.227%
9.228 1208 1214 1217 rBV 5119089 5764529 97.55% 13.141%
9.910 1324 1330 1339 rBV 1773847 1761518 29.81% 4.016%

=
QO ~NO®

11 10.698 1458 1464 1467 rBV 3481844 3536959 59.85% 8.063%
12 11.392 1578 1582 1590 rBV 1977585 1764211 29.85% 4.022%
13 12.980 1847 1852 1855 rBV 5569741 5909372 100.00% 13.471%
14 13.792 1971 1990 1992 rBV6 16716 67749 1.15% 0.154%
15 14.027 2026 2030 2041 rBV 1315955 1299418 21.99% 2.962%

16 15.251 2233 2238 2254 rVB7 37398 140110 2.37% 0.319%
17 15.498 2275 2280 2296 rVB 756824 1057582 17.90% 2.411%

Sum of corrected areas: 43867389
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115724.D

Aca On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115724.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115724.D

Aca On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4

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

2.21 2.13 ng 115060 1,4-Dichlorobenzene-d4 6.87
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 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 21 (2.210 min): BF115724.D (-15) (-) m/z 73.00 100.00%
3
5000 43
55 87
%6 2.20 2.30 2.40 2.50 2.60
O bbb e e | M/Z 43.00 36.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A USRI U I AR
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 55.00 24 .53%
0 "I'"|!|II:':'3?|I|!'|"'1?""I"('S?Il'"'I"'|'I""1I0'1"'I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.00 23.68%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #4398. Silane, ethyltrimethyl- ‘A—y——y—y——r—y
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.55%
5000 59
87
43
o 29 | 52 .| 67 | ‘ 192
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115724.D

Aca On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 84 .52 ng 4567410 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF115724.D (-770) (-) m/z 132.00 100.00%
5000
68
0 5 |l 7o Tous | T ok 5k b
o gL el wens . m/z 68.00 34.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34.31%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 22.91%
41 97
53
‘ 79 ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R REmEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 13.55%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115724.D

Aca On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Dodecane, l-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.25 2.65ng 140110  Perylene-diz 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

296 C12H251

1 Dodecane.

1-1odo-

004292-19-7 59

2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 59
3 Heptacosane 380 C27H56 000593-49-7 59
4 Octacosane 394 C28H58 000630-02-4 59
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 53
Abundance Scan 2238 (15.251 min): BF115724.D (-2233) (-) m/z 71.05 100.00%
il
43
5000
\ I| 1 19 1‘|‘1 1<|39 209 - 2 " 15.00 15.20 15.40 15.60
ob—L, Ml ol 28 m/z 57.00 89.37%
m/z--> 50 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57
5000 85 R o B
15.00 15.20 15.40 15.60
- m/z 43.00 65.60%
113 155
O
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
" 15.00 15.20 15.40 15.60
5000 85 m/z 85.00 58.89%
0 3§“} [y 13,14 169 197 %% 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #202662: Heptacosane e R EEE A
57 15.00 15.20 15.40 15.60
m/z 41.00 24 .40%
5000
85
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072319\
Data File : BF115724.D

Acq On 23 Jul 2019 17:29

Operator : HP/JU

Sample : PB121645BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.21 2.1 ng 115060 1 6.87 1080770 20.0
unknown6 .65 6.65 84.5 ng 4567410 1 6.87 1080770 20.0
Dodecane, 1-iodo- 15.25 2.6 ng 140110 6 15.50 1057580 20.0
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