LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

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-BF091319.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 5.416 563 566 584 rBV 636167 736575 64.50% 8.322%
2 6.439 736 740 755 rBV 682084 820961 71.89% 9.275%
3 6.569 758 762 776 rVB 952027 849041 74.34% 9.593%
4 6.792 797 800 811 rBV 227699 215052 18.83% 2.430%
5 6.951 823 827 838 rBV 662562 627620 54.96% 7.091%
6 7.357 893 896 918 rBV 380755 498101 43.62% 5.628%
7 8.081 1015 1019 1044 rBV 181852 282793 24.76% 3.195%
8 9.151 1197 1201 1224 rBV 992241 990176 86.70% 11.187%
9 9.545 1265 1268 1280 rBV 92886 101806 8.91% 1.150%
10 9.827 1313 1316 1329 rBV 315898 347894 30.46% 3.931%

11 10.622 1448 1451 1467 rBV 471103 544722 47 _.70% 6.154%
12 11.321 1566 1570 1578 rBV 286369 354017 31.00% 4_.000%

13 11.386 1578 1581 1584 rVB 12958 12973 1.14% 0.147%
14 11.845 1657 1659 1670 rBB2 7697 11713 1.03% 0.132%
15 12.627 1788 1792 1801 rBV3 10280 19474 1.71% 0.220%

16 12.898 1834 1838 1842 rBV 1231360 1142035 100.00% 12.903%
17 13.804 1987 1992 2007 rBV2 68433 159399 13.96% 1.801%
18 13.962 2015 2019 2029 rBV 346345 351091 30.74% 3.967%

19 14.110 2040 2044 2048 rBvV2 14818 16971 1.49% 0.192%
20 14.410 2091 2095 2098 rBV 34163 32222 2.82% 0.364%
21 14.709 2142 2146 2150 rBV 57277 55535 4 .86% 0.627%
22 15.039 2197 2202 2206 rBV 73064 83957 7.35% 0.949%
23 15.415 2258 2266 2278 rBV2 245024 412142 36.09% 4 .656%
24 15.821 2329 2335 2344 rBV2 58872 88236 7.73% 0.997%
25 15.915 2346 2351 2354 rBV5 7657 15249 1.34% 0.172%
26 16.304 2410 2417 2424 rBV2 31278 58549 5.13% 0.661%
27 16.874 2508 2514 2518 rBV5 12567 22652 1.98% 0.256%
Sum of corrected areas: 8850956
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117376.D
1200000

1000000 6.57

800000
6.44
5.42 6.95

600000:
400000 7.36

200000

0 u UL
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117376.D
1200000 1290

1000000 9.15
800000

600000
10.62

400000
9.83 11.32

9.55
.39 11.84 12.63

AL

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117376.D
1200000

200000 8.08

1000000
800000
600000

400000 13.96

15.42

200000

0 1471 1504 15.82
1411 1441 7% 1\ 592 1630 16.87

O e e e e

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.57 Concentration Rank 1

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

6.57 78.96 ng 849041 1,4-Dichlorobenzene-d4 6.79
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF117376.D (-758) (-) m/z 132.00 100.00%
32
5000 68
96 SRS RAREE SRR SRR
40 .o 54 o || B o 104 6.20 6.40 6.60 6.80 7.00
B . A PN | T | M m/z 68.10 39.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R N R
6.20 6.40 6.60 6.80 7.00
0
3 4 5 78 m/z 134.00 32.88%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.79%
41 97
‘ 53 2 117
-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘n‘.--‘-‘-‘.‘---E-‘?--‘--.FF'-S-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.16%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N—
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 9.08 ng 159399 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 86
3 n-Heptadecanol-1 256 C17H360 001454-85-9 86
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 86
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1991 (13.798 min): BF117376.D (-1987) (-) m/z 83.10 100.00%
g7
5000 111
3 13.40 13.60 13.80 14.00 14.20
. 153 m/z 57.05 97.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57

97

5000
13.40 13.60 13.80 14.00 14.20

125 m/z 69.00 96 .43%
154 179196 224 251269

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 55.00 90.07%
18 111
I Lo e 140 168 196 238 266 308 336
RRARARAELARLE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107662: n-Heptadecanol-1
56 83 13.40 13.60 13.80 14.00 14.20
m/z 97.00 83.50%
5000
29
RN RARAE LA RLE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.69 ng 55535 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2146 (14.709 min): BF117376.D (-2142) (-) m/z 57.00 100.00%
57
85
5000
113 A A0 460 aae0 1500
141 208 14.40 14.60 14.80 15.00
l, “'-"-....,-....,..2?1.....,.... m/z 71.05 77.41%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.40 14.60 14.80 15.00
m/z 85.10 63.05%

29 113
‘ j y “ 1,141,169 197 225 253 295 323 367
ey R e e B e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 61.77%
29 113
oL 7,141 169 107 225 553 296
e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e e
57 14.40 14.60 14.80 15.00
m/z 55.00 26.39%
5000 85
29 113 141 169
| 1| “ 169 197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 14.40 14.60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.07 ng 83957 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2202 (15.039 min): BF117376.D (-2197) (-) m/z 57.05 100.00%
57
85
5000
141 207 14.80 15.00 15.20 15.40
L J...“,.".J..,..1??,....,..2?1.,....,....,...., m/z 71.05 81.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 R AR DA IR B
14.80 15.00 15.20 15.40
113 m/z 85.10 70.10%
I |7y k48,169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 350 460 '
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43
71 14.80 15.00 15.20 15.40
5000 m/z 43.10 66.03%
99 127 183
1 J 11 Y%7 155 183 511 251 281 310 337 364
m/z--> §o 160 1éo 260 2%0 360 3%0 460 '
Abundance #219831: Triacontane A A AR A S e e
57 14.80 15.00 15.20 15.40
m/z 55.00 27 .00%
5000 85
113 141
20| | | | [717,141 169 197 225 253 281 300 337 365 393 422
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 14.I80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 6 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.82 4.28 ng 88236 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2335 (15.821 min): BF117376.D (-2329) (-) m/z 57.05 100.00%
57
5000
J ] 207 oy "' 15,60 15.80 16.00 16.20
,.”.,.”,”s!nu:..”,”.w.”.“.”,”.w.”.“.”,”.w.” m/z 71.05 89.68%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

15.60 15.80 16.00 16.20
m/z 85.05  77.26%

5000

296

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
517
15.60 15.80 16.00 16.20
5000 m/z 43.05 68.62%
99

‘ [ 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B I R
57 15.60 15.80 16.00 16.20

m/z 55.00 29.87%

5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117376.D

Aca On : 12 Oct 2019 18:49

Operator :© JU

Sample : K5325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 7 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.84 ng 58549 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Tetradecane 198 C14H30 000629-59-4 59
3 Decane. 3-methvl- 156 Cl11H24 013151-34-3 59
4 Hexadecane 226 C16H34 000544-76-3 59
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
Abundance Scan 2416 (16.298 min): BF117376.D (-2410) (-) m/z 71.00 100.00%
1
99 MR U BN SUN
| |, 207 16.00 16.20 16.40 16.60
O T m/z 57.10 88.82%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane }\\MJL“
57
5000 L BN SULRLE B SULI
85 16.00 16,20 16.40 16.60
m/z 85.10 64.87%
290 | 4 | d (141 169 197 225 253 295 366
m/z--> 55 100 150 260 2éo 360 3%0
Abundance #59879: Tetradecane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.10 52.10%
29‘
O P T e
m/z--> 50 100 150 200 250 300 350
Abundance #28429: Decane, 3-methyl- R
57 16.00 16.20 16.40 16.60
m/z 55.00 26.56%
5000
- 85
126
\‘\ | M A 156
m/z--> % @ @ M @ ﬁ 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101219\
Data File : BF117376.D

Acq On : 12 Oct 2019 18:49

Operator : JU

Sample - K6325-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .57 6.57 79.0 ng 849041 1 6.79 215052 20.0
Trifluoroacetoxy ... 13.80 9.1 ng 159399 5 13.96 351091 20.0
Hexacosane 14.71 2.7 ng 55535 6 15.42 412142 20.0
Hentriacontane 15.04 4.1 ng 83957 6 15.42 412142 20.0
Heneicosane 15.82 4.3 ng 88236 6 15.42 412142 20.0
Tetradecane 16.30 2.8 ng 58549 6 15.42 412142 20.0
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