LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108618.D

Aca On : 29 Aug 2018 21:29 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J4683-11 O&Nl&DBéiPDS
ALS Vial : 26 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-BF080818 .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 2.366 3 5 100 rVB 2750414 7567790 100.00% 27.669%
2 5.636 558 561 586 rBV 287062 727759 9.62% 2.661%
3 6.630 726 730 750 rBV 200859 536165 7.08% 1.960%
4 6.772 750 754 775 rVV 1235345 1732947 22.90% 6.336%
5 7.001 789 793 815 rVB 444284 675095 8.92% 2.468%

7.154 815 819 857 rVB 2447793 2763353 36.51% 10.103%
7.566 885 889 912 rBV 1722052 2221483 29.35% 8.122%
517606 789129 10.43% 2.885%
9.354 1189 1193 1220 rBV 3587959 3713152 49.07% 13.576%
9.742 1256 1259 1272 rBV 111467 146240 1.93% 0.535%
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11 10.042 1306 1310 1326 rVB 664634 718045 9.49% 2.625%
12 10.836 1441 1445 1466 rBV 857036 1099673 14.53% 4.021%
13 11.536 1561 1564 1580 rBV 497194 611387 8.08% 2.235%
14 13.124 1829 1834 1848 rBV 2527780 2471833 32.66% 9.037%
15 14.048 1984 1991 2001 rBV2 31920 93778 1.24% 0.343%

16 14.189 2012 2015 2026 rVB 627906 683713 9.03% 2.500%
17 15.030 2154 2158 2163 rBV 141162 151881 2.01% 0.555%
18 15.748 2275 2280 2290 rVB 454922 647458 8.56% 2.367%

Sum of corrected areas: 27350881
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108618.D

Aca On : 29 Aug 2018 21:29

Operator : JU/SJ

ﬁ?ggle i J4683-11 082718-DBRI-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3500000

TIC: BF108618.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108618.D

Aca On 29 Aug 2018 21:29

Operator : JU/SJ

Sample : J4683-11

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

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

2.37 224.20 ng 7567790 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.372 min): BF108618.D (-3) (-) m/z 73.10 100.00%
73.1
5000 /\L
87.1
55.1 N —
431 2.40 2.50 2.60 2.70 2.80
L BT o L L e e R m/z 87.10 35.35%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
w000 o 550 240 25 250 240 k0
‘ 87.0 m/z 55.10 25.23%
27.0
Oy "'“h""'hh 'l"l""'l(?‘l"?'Il'I U |"'%9159"|
m/z--> 10 20 30 40 50 60 70 80 100
Abundance #1996: Silane, tetramethyl-
73.0
2.40 250 2.60 2.70 2.80
5000 m/z 43.10 15.64%
43.0
oL 20 150 290 |1 530 630 88.0
miz--> A A e A A
Abundance #1877: Acetamide, N-ethyl- L S AERREE RS
30.0 2.40 2.50 2.60 2.70 2.80
m/z 71.10 11.50%
5000 43.0 87.0 /\
15.0 72.0
0"'P'”I'L'I””H"”Iw”'P'?%q'”ll”'P"W"”l”"l USRS AL U R
m/z--> 10 20 30 40 50 70 80 90 100 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108618.D

Aca On : 29 Aug 2018 21:29

Operator : JU/SJ

ﬁ?ggle i J4683-11 082718-DBRI-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 3

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

6.77 51.34 ng 1732950 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108618.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 Bl e 6.40 6.60 6.80 7.00 7.20
0 : B E e m/z 68.10 42 .54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R SRR RN SRR
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.35%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 28.14%
0....|.5.1.0.|.7.0.0.8.6.0..|....|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEARS e e LR
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.08%
74.0
5000 98.0 116.0
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108618.D

Aca On 29 Aug 2018 21:29

Operator : JU/SJ

Sample : J4683-11

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Tetracosanol-1 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.05 2.74ng 93778  Chrysene-d12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Tetracosanol-1 354 C24H500 000506-51-4 95

082718-DBRI-F-D-S

2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 1991 (14.048 min): BF108618.D (-1984) (-) m/z 57.05 100.00%
57.0 83.1
5000 1110
139.2 207.1 "' 13:80 14.00 14.20 14.40
| N m/z 83.10 92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000
13.80 14.00 14.20 14.40
m/z 43.10 89.34%
139.0

o ~,167.0195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0

13.80 14.00 14.20 14.40
m/z 55.05 87.18%

5000
29.0 139.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
et b
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol Rm e R
55,0 83.0 13.80 14.00 14.20 14.40
m/z 97.10 75.06%
5000
29.0
o I 1390167.0 106.0  238.0 266.0294.0
el
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108618.D

Aca On : 29 Aug 2018 21:29

Operator : JU/SJ

ﬁ?ggle i J4683-11 082718-DBRI-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.03 4.69 ng 151881 Perylene-d12 15.75
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 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 2158 (15.030 min): BF108618.D (-2154) (-) m/z 69.05 100.00%
69.0
5000
07.1137.1 1480 15.00 15.20 15.40
ol .|-,".' i1y T 2ma 2820 w3 g tter e 4o 35
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 UL SN SR SO B

14.80 15.00 15.20 15.40
m/z 41.10  27.75%

137.0
ob b hp 0G0 1900 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
o o i
14.80 15.00 15.20 15.40
5000 m/z 95.10 14.77%
137.0
ol20, 1070 | 191.0 231.0 273.0 341.0 410.0
e At e
m/z--> 50 100 150 200 250 300 350 400
Abundance #79429: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
m/z 68.10 12.29%
5000
9 | | &07'0 37.0
oL bl g0 a0 220 L
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082918\

Data File : BF108618.D

Acq On : 29 Aug 2018 21:29

Operator : JU/SJ

3?22'6 i J4683-11 082718-DBRI-F-D-S
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.37 224_.2 ng 7567790 1 7.00 675095 20.0
unknown6.77 6.77 51.3 ng 1732950 1 7.00 675095 20.0
n-Tetracosanol-1 14.05 2.7 ng 93778 5 14.19 683713 20.0
Squalene 15.03 4.7 ng 151881 6 15.75 647458 20.0
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