LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 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-BF020318.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 2.175 9 15 23 rvVB 684314 910381 21.10% 2.453%
2 5.116 512 515 523 rVB 214965 279888 6.49% 0.754%
3 5.510 577 582 585 rBY 4367586 4314327 100.00% 11.623%
4 6.516 747 753 756 rBVY 3935075 4202563 97.41% 11.322%
5 6.657 772 777 780 rBVY 4423175 4176308 96.80% 11.251%
6 6.886 812 816 819 rBVY 1455907 1212054 28.09% 3.265%
7 7.039 838 842 846 rBVY 3257427 3226555 74.79% 8.693%
8 7.451 906 912 915 rBVY 2735643 2810316 65.14% 7.571%
9 8.169 1030 1034 1037 rBvV 1845673 1532347 35.52% 4.128%
10 9.245 1211 1217 1220 rBV 4212596 3981527 92.29% 10.727%

11 9.633 1279 1283 1291 rBV 354069 326328 7.56% 0.879%
12 9.845 1314 1319 1322 rBV 138629 106226 2.46% 0.286%
13 9.922 1328 1332 1341 rBV2 1592920 1493501 34.62% 4.024%
14 10.321 1397 1400 1401 rBV 49754 44969 1.04% 0.121%
15 10.345 1401 1404 1407 rVB 222313 165775 3.84% 0.447%

16 10.563 1436 1441 1444 rBV 56547 71902 1.67% 0.194%
17 10.633 1448 1453 1459 rBV2 44483 68153 1.58% 0.184%
18 10.716 1463 1467 1476 rVB 1780424 1846146 42.79% 4._.974%
19 10.816 1482 1484 1491 rVB 171850 170150 3.94% 0.458%

20 10.969 1506 1510 1514 rVB 43460 43560 1.01% 0.117%
21 11.268 1557 1561 1563 rBV 78733 73794 1.71% 0.199%
22 11.410 1581 1585 1589 rBV 1261328 1152641 26.72% 3.105%
23 11.692 1630 1633 1636 rVB 60650 43282 1.00% 0.117%

24 12.998 1850 1855 1858 rBV 2746521 2499558 57.94% 6.734%
25 13.880 2001 2005 2015 rBV 363437 409081 9.48% 1.102%

26 14.051 2030 2034 2043 rVB 1078697 1040813 24.12% 2.804%
27 15.539 2282 2287 2296 rBV 663244 915923 21.23% 2.468%

Sum of corrected areas: 37118068
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF021218\

BF102928.D

12 Feb 2018 18:44

SJ/Ju

J1517-07

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.17 15.02 ng 910381 1,4-Dichlorobenzene-d4 6.89
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. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 14 (2.169 min): BF102928.D (-9) (-) m/z 73.00 100.00%
3
5000 43 ?
55
87
2.20 2.30 2.40 2.50 2.60
el (8Tl 109 7z 43.00  43.71%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.00%
29 35 \‘ 67 |
miz--> 5% % 30 4o 5'0 60 70 8 90 100 110
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.42%
29
15 67 97
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1995: Silane, tetramethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 13.32%
5000 J\d/\\
2 15 29 \\ 53 66 || 88
m/z--> 0 10 20 3'0 4'0 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.12 4.62 ng 279888 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
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 33

Abundance Scan 516 (5.122 min): BF102928.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101 ISR NARAE SRS LR LA
53 83 | 480 5.00 5.20 5.40
N N S oSS Ee P m/z 58.95 58.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 18.00%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 17.03%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A e N R
59 480 5.00 5.20 5.40
m/z 40.95 8.46%
5000
a1 101
S S < A ML AN, N S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 68.91 ng 4176310 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF102928.D (-772) (-) m/z 132.00 100.00%
32
5000
68
5 e
40 _ 54 75 104 6.40 6.60 6.80 7.00
..,....,....,....:-:..7.,-.:..??.I.'....,..5??,..!.,....,.1.1.5.,....,"...,.. m/z 134.00 33.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I I L
6.40 6.60 6.80 7.00
78 m/z 68.00 33.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.83%
41 97
53 2 117
34 60 89 105 124
wwmm@mﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B Ra e
132 6.40 6.60 6.80 7.00
m/z 96.00 12.88%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.35 2.22 ng 165775 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1405 (10.351 min): BF102928.D (-1401) (-) m/z 57.00 100.00%
57
5000 43
99 113 197 141 10.00 10.20 10.40 10.60
m/z 43.00 51.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 85 INDSUNNS BN SR
10.00 10.20 10.40 10.60
29 m/z 85.05 38.11%
HJLHMM%mmemm 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 71.00 34 .47%
29
15 99 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #83025: Hexadecane
43 57 10.00 10.20 10.40 10.60
m/z 41.00 31.92%
5000 1
85
29
‘ ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 160 180 200 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.95 ng 170150 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1485 (10.821 min): BF102928.D (-1482) (-) m/z 57.00 100.00%
57
43 7
5000 85

9 113 197 141 10.60 10.80 11.00 11.20
..,”..m”.|,”M.,u”.u.”.,.”.,.ﬁ?59?998%..,”..,”.. m/z 43.00 62.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 LA B L L L L L LB
10. 60 10 80 11. OO 11. 20
- 0 m/z 71.05 58.39%
18 | “ .| 7 113127 141 155 169 183 197 226
L B B B o e B S LR A i R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
R RS m e e
43 71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 40.15%
29 113
99
R L e e o o B L  ERAEE mEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #172312: Sulfurous acid, pentadecy! 2-propy! ester R EEREEmam s ]
43 10.60 10.80 11.00 11.20
57 m/z 41.00 27.33%
71
5000 85
o )LL)
il M L2 11155000182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102928.D

Aca On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample : J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 7.86 ng 409081 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 2005 (13.880 min): BF102928.D (-2001) (-) m/z 56.95 100.00%

Y &3

5000 11

I | 139 13.60 13.80 14.00 14.20
167 191
e b UL e IOt s e m/Zz 55.00 94.87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 LA L L L L L L LB
29 11 13 60 13 80 14. OO 14 20
m/z 43.00 88.60%
L \\ “ L “\ 1730 168 196 204 252 280
T LA e o o e e )
m/z--> 50 O 200 250 300 350 400
Abundance
55 83
T T

13.60 13.80 14.00 14.20

5000 111 m/z 82.95 80.28%

29
139 167 106 233 266 294

m/z--> 50 100 150 200 250 300 350 400

:

Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e T T

57 13.60 13.80 14.00 14.20
83 m/z 69.00 73.33%

5000 11
29 ‘ 169
210

ST PG - T - B (OUSGNNUUIY S OUD S

m/z--> 50 100 150 200 250 300 350 400 13 60 13 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
Data File : BF102928.D

Acq On : 12 Feb 2018 18:44

Operator : SJ/JU

Sample - J1517-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.17 15.0 ng 910381 1 6.89 1212050 20.0
2-Pentanone, 4-hy... 5.12 4.6 ng 279888 1 6.89 1212050 20.0
unknown6 .66 6.66 68.9 ng 4176310 1 6.89 1212050 20.0
Pentadecane 10.35 2.2 ng 165775 3 9.92 1493500 20.0
Hexadecane 10.82 3.0 ng 170150 4 11.41 1152640 20.0
Cycloeicosane 13.88 7.9 ng 409081 5 14.05 1040810 20.0
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