LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

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 G\METHODS\8270-BG022916.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 3.043 30 35 53 rBv 966533 1313941 100.00% 18.646%
2 5.223 399 406 414 rBV 54712 84340 6.42% 1.197%
3 5.687 477 485 496 rBV 270632 432288 32.90% 6.135%
4 7.291 749 758 770 rBV 303075 530814 40.40% 7.533%
5 7.662 814 821 829 rBV 292777 501435 38.16% 7.116%

8.132 895 901 908 rBB 41831 70349 5.35% 0.998%
8.455 949 0956 964 rBB 196640 330114 25.12% 4.685%
9.301 1092 1100 1110 rBB 204838 351046 26.72% 4.982%
9.401 1110 1117 1123 rBB2 8580 13573 1.03% 0.193%
10.946 1373 1380 1388 rBB 70775 121343 9.24% 1.722%

=
QO ~NO®

11 13.373 1787 1793 1803 rVB 468519 723156 55.04% 10.262%
12 14.195 1927 1933 1939 rBvV 111528 152104 11.58% 2.158%
13 14.747 2021 2027 2035 rBB2 103703 167535 12.75% 2.377%
14 15.570 2163 2167 2172 rVB 15542 18952 1.44% 0.269%
15 16.234 2273 2280 2290 rVB 375498 571464 43.49% 8.110%

16 16.428 2308 2313 2316 rBV 18794 24788 1.89% 0.352%
17 17.221 2441 2448 2453 rBV 12924 16085 1.22% 0.228%
18 17.485 2487 2493 2499 rBvV 126486 185727 14.14% 2.636%
19 18.349 2636 2640 2650 rBV2 9792 17175 1.31% 0.244%

20 20.082 2929 2935 2940 rBV 770383 989147 75.28% 14.037%

21 21.375 3151 3155 3162 rVB6 14212 23513 1.79% 0.334%
22 21.751 3213 3219 3228 rBV 133252 221018 16.82% 3.136%
23 25.024 3768 3776 3786 rVB2 66219 186920 14.23% 2.653%

Sum of corrected areas: 7046827
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG021234.D
3|04

800000

600000

400000

569 7.29 7.66

200000

5.22 10.95
8.13 20

£ 8

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG021234.D

800000 20.08

600000

13.37
400000 16.23

200000 21.75
14.20 14.75 17.49
21.37

15.57 16]&13 17.22 18.35
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021234.D

800000
600000
400000

200000
25.02

il

e S ———

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown3.04 Concentration Rank 1

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

3.04 373.55 ng 1313940 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrC1302 1000115-31-4 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 34 (3.038 min): BG021234.D (-30) (-) m/z 73.00 100.00%
73
5000 43
89
e
3.00 320  3.40
55
e e e e e || M/z 43.00  50.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L AL L L
3.00 320  3.40
31 89 m/z 89.00 29.92%
..,.??.,..??,....,..??,....,....,....,....,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
300 320 340
5000 m/z 41.00 9.23%
45
"I""I"3§'I""I'§§'I"§?I""I""I""I' '}p?}}§'|'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #2102: Propane, 2-methoxy-2-methy!l- T
73 3.00 320  3.40
m/z 45.00 7.58%
5000
41
29 ‘ 57
"|'“““'”'HJ“'?%”Al"“l'*”l"“l"“l"“l"”l" L A AL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 3.00 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

5.22 23.98 ng 84340 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 405 (5.217 min): BG021234.D (-399) (-) m/z 43.00 100.00%
43
59
5000
101 RS SN AR
51 | 83 | 480 500 520 5.40 5.60
o s = M m/z 59.00 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U R
59 480 5.00 520 540 5.60
m/z 101.00 19.65%
15 31 101
‘ 11 ‘ Il 51 Il ‘ 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 15.37%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone RS e e e e
59 480 500 520 540 5.60
m/z 41.00 8.99%
5000 43
31
"W'%?W'"WL"“M'"P'“'P"g?”"l”ézl”"l”"l'”'I'”'I"”I"”I SARBARRARS RARRS RARRY 'h'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.66 Concentration Rank 2

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

7.66 142.56 ng 501435 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 821 (7.662 min): BG021234.D (-814) (-) m/z 131.90 100.00%
132
68
5000
© 455 el 5o gf 103 740 7.60 7.80 800
e - et b e e e e e | | M/Z 68.00 52.21%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 I I I IR R
7.40 7.60 7.80 8.00
a1 70 m/z 66.00 36.21%
481 60 177 g5 | 105 11
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 133.90 32.45%
78
31 38 4, 51
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R AN R
132 7.40 7.60 7.80 8.00
m/z 69.00 22 .99%
5000
69
39 i ‘ 89 103
""I"'jﬁw'??f“j'klg?"I'”'ll"'ﬂl"%TIJw"l}}ﬁI""I T R UL L UL S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

9.40 3.86 ng 13573 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 50
2 3.3-Dimethvlbutvlamine 101 C6H15N 015673-00-4 9
3 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 9
4 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 9
5 1-Heptanamine 115 C7H17N 000111-68-2 7

Abundance Scan 1117 (9.401 min): BG021234.D (-1110) (-) m/z 73.00 100.00%
7B
88
5000
a1 A
57 IR SRS SRR
|| | 101 445 9.00 9.20 9.40 9.60 9.80
”P'”P”'P”MJAW”'W””I””P"P”'#”W'mW”'W“”P'“P m/z 88.00 60.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 IR RS UL AR R
9.00 9.20 9.40 9.60 9.80
101 118 m/z 41.00 34 .05%
15 \M\ \‘ 65, | ‘ | 129 144
mz-> 10 20 3'0 % 5% 80 70 8 % 100 110 130 130 140 180
Abundance
30
9.00 9.20 940 9.60 9.80
5000 m/z 57.00 23.92%
15 L 57 g gs 101
mmmwwwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13278: 3-Hexanol, 3,5-dimethyl- T B e
7B 9.00 9.20 9.40 9.60 9.80
55 m/z 55.00 20.71%
43
5000
83 101
112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octane, 2,4,6-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.26 ng 18952 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 78
2 Pentadecane 212 C15H32 000629-62-9 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 2167 (15.570 min): BG021234.D (-2163) (-) m/z 57.00 100.00%
57
43
71
5000 85
| 97 15.20 15.40 15.60 15.80
e m/z 43.00 64.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27141: Octane, 2,4,6-trimethyl-
57
43
5000
15.20 15.40 15.60 15.80
29 [ m/z 71.00 55.85%
S O A S 7 SO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 15.20 15.40 15.60 15.80
5000 g5 m/z 41.00 45 _42%
29
9 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45544: Tridecane
43 97 15.20 15.40 15.60 15.80
m/z 85.00 42 _.37%
71
5000
85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.67 ng 24788 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 78
Abundance Scan 2313 (16.428 min): BG021234.D (-2308) (-) m/z 57.00 100.00%
g7
43 71
5000 85
99 16.20 16.40 16.60 16.80
e e et S e e e e e e || M7z 43.000 81 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57
85
5000 R SN BUMRA BN B
16.20 16.40 16.60 16.80
29 m/z 71.00 76.20%
99
I | 113127141155169183197 268
m/z--> 25 Jo eb 85 160 120 140 160 180 200 220 250 2éo
Abundance
43 57
71
16.20 16.40 16.60 16.80
5000 85 m/z 85.00 50.11%
99 126
113 154168183197 226
m/z--> 25 Jo eb 85 160 150 150 160 1éo 200 220 240 2éo
Abundance #45564: Undecane, 2,3-dimethyl-
43 57 16.20 16.40 16.60 16.80
= m/z 41.00 45 _.38%
5000 85
29 140
99
T P i N -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021234.D

Aca On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample : H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 2- Chloropropionic acid, oc... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.13 ng 23513 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 74
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 74
3 1-Tricosene 322 C23H46 018835-32-0 72
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 72
5 1-Docosene 308 C22H44 001599-67-3 72
Abundance Scan 3154 (21.369 min): BG021234.D (-3151) (-) m/z 43.00 100.00%
83
5000
" 207
147 R SRS S e
| n | 165 267 - 21.00 21.20 21.40 21.60
— M) L2 m/z 55.00 97.02%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 n LRI JREIUR BRI AR B
21.00 21.20 21.40 21.60
29 m/z 57.00 92 .33%
L1016 aea 24 P01 a0
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
1 21,00 2120 21.40 21.60
5000 m/z 83.00 89.51%
29 196
139 168 222 269 33
m/z--> 50 100 150 200 250 300 350
Abundance #129061: 1-Tricosene e
57 21.00 21.20 21.40 21.60
m/z 69.00 86 .30%
5000
111
29
11 1‘ ! |1 L 169 196 224 250 294 322
m/z--> % 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
Data File : BG021234.D

Acq On : 3 Mar 2016 6:46

Operator : UM/SJ

Sample - H1640-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .04 3.04 373.6 ng 1313940 1 8.13 70349 20.0
2-Pentanone, 4-hy... 5.22 24_.0 ng 84340 1 8.13 70349 20.0
unknown? .66 7.66 142.6 ng 501435 1 8.13 70349 20.0
Hexanoic acid, 2-... 9.40 3.9 ng 13573 1 8.13 70349 20.0
Octane, 2,4,6-tri... 15.57 2.3 ng 18952 3 14.75 167535 20.0
Nonadecane 16.43 2.7 ng 24788 4 17.49 185727 20.0
2- Chloropropioni... 21.37 2.1 ng 23513 5 21.75 221018 20.0
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