LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample > 64683-10

Misc :

ALS Vial : 16 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-BG120215.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 2.990 21 26 45 rVB 1658698 2411877 100.00% 17.558%
2 5.187 393 400 411 rBV 94088 147238 6.10% 1.072%
3 5.657 473 480 488 rBV 440236 691345 28.66% 5.033%
4 7.261 745 753 766 rBV 474349 821011 34.04% 5.977%
5 7.637 810 817 827 rBV 460769 786835 32.62% 5.728%
6 8.113 891 898 904 rBV 73327 125077 5.19% 0.911%
7 8.436 946 953 960 rVB 310658 525665 21.79% 3.827%
8 9.277 1088 1096 1105 rBV 289817 519702 21.55% 3.783%
9 10.928 1370 1377 1383 rBV 108480 189084 7.84% 1.376%
10 13.360 1782 1791 1799 rBvV 633923 1008824 41.83% 7.344%

11 14.183 1925 1931 1939 rBV 206477 294418 12.21% 2.143%
12 14.741 2019 2026 2033 rVB2 173704 280349 11.62% 2.041%

13 15.563 2163 2166 2171 rVB 19215 25294 1.05% 0.184%
14 16.221 2268 2278 2288 rBV 736296 1080491 44.80% 7.866%
15 16.427 2308 2313 2316 rBV 20440 28943 1.20% 0.211%
16 17.214 2442 2447 2453 rBV3 15876 25470 1.06% 0.185%

17 17.479 2485 2492 2496 rBV 231703 355758 14.75% 2.590%
18 17.520 2496 2499 2506 rVvVv 93337 140768 5.84% 1.025%

19 17.614 2510 2515 2520 rVB 19186 28438 1.18% 0.207%
20 18.354 2635 2641 2645 rBV2 63232 94080 3.90% 0.685%
21 18.401 2645 2649 2657 rVB 28211 42611 1.77% 0.310%
22 18.548 2667 2674 2678 rBV5 23171 48127 2.00% 0.350%
23 19.523 2833 2840 2847 rVB 154041 218354 9.05% 1.590%
24 19.617 2852 2856 2861 rBV3 25992 31881 1.32% 0.232%
25 19.753 2875 2879 2886 rBV2 15475 31071 1.29% 0.226%
26 19.852 2891 2896 2898 rVVv2 37495 62365 2.59% 0.454%

27 19.888 2898 2902 2910 rvVv 143563 218805 9.07% 1.593%
28 20.082 2927 2935 2941 rBV 1382672 1753957 72.72% 12.768%

29 20.340 2973 2979 2981 rBV6 12004 24978 1.04% 0.182%
30 20.375 2981 2985 2990 rVB 29063 42604 1.77% 0.310%
31 20.534 3006 3012 3015 rVB5 18081 36633 1.52% 0.267%
32 21.139 3111 3115 3121 rVB2 16869 27581 1.14% 0.201%
33 21.374 3151 3155 3160 rBV3 42091 71560 2.97% 0.521%
34 21.474 3169 3172 3182 rVB3 21068 32934 1.37% 0.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 21.750 3211 3219 3224 rBV2 311316 625449 25.93% 4 _553%

36 21.797 3224 3227 3234 rVB 72496 117151 4._86% 0.853%

37 22.491 3342 3345 3352 rVB3 18091 31227 1.29% 0.227%
38 23.989 3592 3600 3607 rBV3 42663 139152 5.77% 1.013%
39 24.729 3720 3726 3736 rVB3 25082 71575 2.97% 0.521%

40 24.870 3744 3750 3759 rVB 40521 103154 4.28% 0.751%

41 25.035 3768 3778 3787 rBV2 152462 425109 17.63% 3.095%

Sum of corrected areas: 13736945
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG020083.D
2|99
1500000
1000000
500000 566 7.26 7.64
8.44 9.28
5.19 8.11 10.93
-rr——r" - .t e - -l
Time--> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG020083.D
1500000 20,08
1000000
16.22
13.36
500000
21.75
17.48
14.18 1474 e 19.5219.8 "
. 15.56 bG 43 17.21&@61 Ybigss 1 a9mps3 21 ABEFC 2249
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: BG020083.D
1500000
1000000
500000
25.03
23.99
. 242%#%
A i e T B e e e L e e e e e e B B s e ey o e o B o
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\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.99 385.66 ng 2411880 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 26 (2.990 min): BG020083.D (-21) (-) m/z 73.00 100.00%
73
5000
89
3 48 55 2.90 3.00 3.10 3.20 3.30 3.40
O e i 8 e L m/z 43.00 55.30%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 34 .68%
O~ ---.--%QJJ---3§J--“ﬁ8u-v??|-- "|l*"| R U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32
58 89 2.90 3.00 3.10 3.20 3.30 3.40
5000 18 m/z 41.00 10.36%
27 53 72
e S L UL FU L I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 8.84%
5000 f
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
m/z--> 10 20 30 4 50 60 70 80 %0 ' 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown5.19 Concentration Rank 4

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

5.19 23.54 ng 147238 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 400 (5.187 min): BG020083.D (-393) (-) m/z 43.00 100.00%
48
59
5000
101 AR AN SRS RN
51 | 83 | 4.80 500 5.20 5.40 5.60
SN MS HNMAR NH DS m/z 59.00 59.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR AN SRS RN
4.80 500 5.20 5.40 5.60
m/z 101.00 19.16%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 15.87%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L B B
43 4.80 500 5.20 5.40 5.60
m/z 41.00 8.89%
5000
101
15
27 56 1 ‘
0'“v“'v”m'“wM'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l AR AR SRR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 2

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

7.64 125.82 ng 786835 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 817 (7.637 min): BG020083.D (-810) (-) m/z 132.00 100.00%
5000 68
96 RN IR L L
47 61‘ B | 103 7.40 7.60 7.80 8.00
0 ..,....,....,...:I'!..: " TR TN PSS LSS R USN | . m/z 68.00 48.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 5 A
7.40 7.60 7.80 8.00
21 70 m/z 134.00 32.83%
. C 481 80 |77 g5 | 05 116
mz> 15 % 3 40 80 60 70 8 6 100 110 150 130 140
Abundance
132
740 760 7.80 8.00
5000 m/z 66.00 32.12%

15 28 3 52 8 97 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e
132 7.40 7.60 7.80 8.00
m/z 69.00 20.74%
5000
69
“ ‘ 89 103
m/z--> 10 20 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\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 5.29 ng 94080 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 70
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 64
4 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 64
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 55
Abundance Scan 2640 (18.348 min): BG020083.D (-2635) (-) m/z 192.00 100.00%
192
5000 N\ N\f\
327 18.00 18.20 18.40 18.60
0! m/z 73.00 91.46%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50627: Phenanthrene, 2-methyl-
192
5000
18.00 18.20 18.40 18.60
165 m/z 60.00 71.82%
94
ol 39 63 115 139
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
192
18.00 18.20 18.40 18.60
5000 m/z 43.00 67.99%

96
0 39 63 80 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

165

-

Abundance #50616: Anthracene, 1-methyl- R R e S
18.00 18.20 18.40 18.60
m/z 191.00 61.46%
5000
44 63 gg 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.55 2.71 ng 48127 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52
3 4.4"-Difluorobiphenvl 190 C12H8F2 000398-23-2 22
4 Phenantrol9.10-bl1furazanol3.4-cl1... 272 C16H8N40 024294-86-8 22
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 20
Abundance Scan 2674 (18.548 min): BG020083.D (-2667) (-) m/z 189.00 100.00%
149

5000

A A
LI I B I O

18.20 18.40 18.60 18.80
m/z 190.00 98.36%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49337: 4H-Cyclopenta[def]phenanthrene

190

18.20 18.40 18.60 18.80
m/z 192.00  71.54%

5000

94

110 137 163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
189
e RN AR
18.20 18.40 18.60 18.80
5000 m/z 191.00 50.07%
94
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49208: 4,4'-Difluorobiphenyl
190 18.20 18.40 18.60 18.80
m/z 187.00 21.19%
5000
170
39 57 75 % 120 14 110 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020083.D

Aca On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample : 64683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Cyclotetracosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2137 2.29ng 71560  Chrysene-d12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclotetracosane 336 C24H48 000297-03-0 80

2 Hexadecane-1.2-diol
3 Heptafluorobutyric acid.
4 Heptafluorobutanoic acid.

5 Pentafluoropropionic acid,

n-penta. ..
heptad. ..
octad. ..

258 C16H3402

424 C19H31F702
452 C21H35F702
416 C21H37F502

006920-24-7 62
1000216-79-3 60
1000282-97-3 60
1000280-07-7 60

Abundance Scan 3154 (21.368 min): BG020083.D (-3151) (-) m/z 228.00 100.00%
8
55
5000
247 283 304 354342 21.00 21.20 21.40 21.60
0 m/z 55.00 64 .94%
m/z--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane
43 83
5000 LA L L L L L L I
111 21.00 21.20 21.40 21.60
m/z 226.00 61.96%
0 w L e H ‘ 139 167 196 224 250 279 308 336
i —
m/z--> 50 50 200 250 300 350
Abundance
55 | 83
21.00 21.20 21.40 21.60
5000 111 o7 m/z 57.00 60.89%
29
139
0 167 209
L I e e e B L A B e e LN LA e e o s o
m/z--> 50 100 150 200 250 300 350
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester I e A L
3 21.00 21.20 21.40 21.60
m/z 83.00 51.29%
69
5000
97
‘ J\‘ 125 169 210
o e
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121115\
Data File : BG020083.D

Acq On : 10 Dec 2015 19:54

Operator : UM/SJ

Sample - G4683-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Propane, 2,2-dime... 2.99 385.7 ng 2411880 1 8.11 125077 20.0
unknown5.19 5.19 23.5 ng 147238 1 8.11 125077 20.0
unknown7 .64 7.64 125.8 ng 786835 1 8.11 125077 20.0
Phenanthrene, 2-m... 18.35 5.3 ng 94080 4 17.48 355758 20.0
4H-Cyclopenta[def... 18.55 2.7 ng 48127 4 17.48 355758 20.0
Cyclotetracosane 21.37 2.3 ng 71560 5 21.75 625449 20.0
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