LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 2.322 34 40 46 rVB 138073 181809 5.01% 0.567%
2 5.216 525 532 538 rBV 88526 110521 3.05% 0.345%
3 5.592 591 596 599 rBY 3519921 3479981 95.94% 10.862%
4 6.586 759 765 768 rBVY 3207216 3452306 95.17% 10.776%
5 6.739 786 791 794 rBVY 3546985 3520942 97.06% 10.990%
6 6.969 826 830 833 rBVY 1360895 1043486 28.77% 3.257%
7 7.128 852 857 860 rVB 3083907 2760258 76.09% 8.616%
8 7.528 920 925 928 rBVY 2192725 2208047 60.87% 6.892%
9 8.251 1044 1048 1051 rBvV 1746173 1382366 38.11% 4.315%
10 9.327 1226 1231 1234 rBV 3824716 3627415 100.00% 11.322%
11 9.716 1293 1297 1299 rBV 450293 389847 10.75% 1.217%
12 9.927 1329 1333 1335 rBV 108038 95289 2.63% 0.297%
13 10.010 1343 1347 1350 rBVY 1784952 1438505 39.66% 4 .490%
14 10.427 1415 1418 1420 rVB 138554 108417 2.99% 0.338%
15 10.645 1450 1455 1458 rBvV 39846 46063 1.27% 0.144%
16 10.798 1477 1481 1484 rBVY 2065703 1830269 50.46% 5.713%
17 10.898 1495 1498 1504 rBvV 123584 127068 3.50% 0.397%
18 11.351 1571 1575 1577 rBV 72099 59274 1.63% 0.185%
19 11.498 1596 1600 1603 rBY 1463541 1221651 33.68% 3.813%
20 11.521 1603 1604 1609 rVB 97193 61771 1.70% 0.193%
21 12.004 1683 1686 1692 rBV2 49103 63505 1.75% 0.198%
22 12.715 1803 1807 1811 rBV 103325 91250 2.52% 0.285%
23 12.945 1844 1846 1849 rVB 72038 52112 1.44% 0.163%
24 13.086 1866 1870 1873 rBVY 2736740 2414612 66.57% 7.537%
25 13.610 1955 1959 1962 rBV3 26035 41102 1.13% 0.128%
26 13.968 2017 2020 2025 rBV3 126095 116885 3.22% 0.365%
27 14.145 2046 2050 2053 rBV 979387 950982 26.22% 2.968%
28 14.174 2053 2055 2058 rVB 56300 46563 1.28% 0.145%
29 15.009 2194 2197 2201 rBV 42091 50045 1.38% 0.156%
30 15.221 2230 2233 2237 rBV 55575 84838 2.34% 0.265%
31 15.609 2296 2299 2304 rVB 41146 52812 1.46% 0.165%
32 15.680 2306 2311 2324 rVB 675738 928171 25.59% 2.897%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32038162
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103708.D
5.59 6.74
6.59
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Abundance TIC: BF103708.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.32 3.48 ng 181809 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 33
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 40 (2.322 min): BF103708.D (-34) (-) m/z 73.00 100.00%
7B
5000
43
55 87 S L —
| o 220 240  2.60
Ot e e e S b e e e e | Mz 43.00 33.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240 2.60
55 87 m/z 55.05 24.95%
L 2s | | o w
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AL
220 240 2.60
5000 41 55 m/z 87.00 23.39%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl— T L —— —4 L |
73 220 240 2.60
m/z 41.00 11.47%
5000 59
87
43
29 || 53 67 | M 102
s R R RS A R RS AR RS LRSS RS RS LR TT T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.22 2.12 ng 110521 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF103708.D (-525) (-) m/z 43.00 100.00%
a3
59
5000
101 SRR AR RS AR AR
51 | 83 | 480 5.00 520 540 5.60
1 N P I L — m/z 59.00 59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LR I I
4.80 5.00 5.20 5.40 5.60
59 101 m/z 101.00 22.70%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 16.74%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T BRam B e
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.77%
5000
101
oL 15 3 ] 50 6o g6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 1

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

6.74 67.48 ng 3520940 1,4-Dichlorobenzene-d4 6.97
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 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103708.D (-786) (-) m/z 132.00 100.00%
32
5000 68
6 rTTrrTTTTTT T T T T T T T
40 4. 54 | 75 104 6.40 6.60 6.80 7.00
O B 2L R e LR ms W w/z 68.10  38.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LSRR SRR A SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.29%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 25.13%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R Emaa e EARRY
132 6.40 6.60 6.80 7.00

m/z 69.10 15.42%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L S A

m/z--> 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\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.08 ng 127068 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 1498 (10.898 min): BF103708.D (-1495) (-) m/z 57.00 100.00%

57
43

71

5000

99
113 127140 155 160 10.60 10.80 11.00 11.20

0! m/z 43.10 77 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 L I B B
10.60 10.80 11.00 11.20
29 m/z 71.05 70.51%
oL 15 “ b L %9 113127 141155169 198
T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
RN EEE R Rt e
10.60 10.80 11.00 11.20
5000 ”‘85 m/z 85.05 47 .31%
29 99
0 113 127 141 155 168 182 212
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane R N m e R e o
57 10.60 10.80 11.00 11.20
43 71 m/z 41.00 35.28%
85
5000
29 99 3
11
AECEN | 127141155 169 183197 211 240
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...” T S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BF031618\
Data File : BF103708.D

Aca On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample : J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.46 ng 116885 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 2020 (13.968 min): BF103708.D (-2017) (-) m/z 55.05 100.00%

b

5000

H-

13.60 13.80 14.00 14.20

139 168 18905 228

0 m/z 43.05 95 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 3
5000 LA L L L L L LB L
mn 13.60 13.80 14.00 14.20
29 m/z 57.00 95.44%
0 h | 1139 168 191210 238 266 295
- T I T T T T I T T T I I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 L
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 95.19%
29 39
o 139 163182 210 37255 356
T T T T T T o T T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol B B e
5 3 13.60 13.80 14.00 14.20
m/z 97.10 85.86%
5000 1
29 139
0 J Ly h167 196 224 252 280 308
- T T T T T IIIIIIIII T IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103708.D

Acq On : 16 Mar 2018 20:40

Operator : JU/SJ

Sample - J1929-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
Quant Title : 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... 2.32 3.5 ng 181809 1 6.97 1043490 20.0
2-Pentanone, 4-hy... 5.22 2.1 ng 110521 1 6.97 1043490 20.0
unknown6 .74 6.74 67.5 ng 3520940 1 6.97 1043490 20.0
Tetradecane 10.90 2.1 ng 127068 4 11.50 1221650 20.0
Dichloroacetic ac... 13.97 2.5 ng 116885 5 14.14 950982 20.0
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