LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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 2.987 20 25 45 rVB 972100 1464326 100.00% 16.274%
2 5.184 392 399 406 rBV 58019 87737 5.99% 0.975%
3 5.654 472 479 492 rVB 248160 391979 26.77% 4 .356%
4 7.258 744 752 763 rBV 279767 475201 32.45% 5.281%
5 7.640 810 817 826 rBV 260423 448953 30.66% 4 .989%
6 8.110 890 897 903 rBV 68067 110347 7 .54% 1.226%
7 8.434 945 952 960 rVB 177478 309567 21.14% 3.440%
8 9.274 1088 1095 1104 rBV 169225 302226 20.64% 3.359%
9 10.925 1369 1376 1385 rBV 94608 169611 11.58% 1.885%
10 13.363 1783 1791 1800 rBvV 443340 658935 45.00% 7.323%

11 14.180 1924 1930 1938 rBV 121818 170592 11.65% 1.896%
12 14.738 2015 2025 2032 rBV2 160375 259147 17.70% 2.880%

13 15.566 2162 2166 2171 rVB 12288 16298 1.11% 0.181%
14 16.218 2267 2277 2285 rBV 387222 604342 41.27% 6.716%
15 16.424 2308 2312 2316 rBV 13542 21223 1.45% 0.236%
16 17.217 2442 2447 2452 rBV4 10799 15611 1.07% 0.173%
17 17.482 2485 2492 2496 rBV2 218416 337535 23.05% 3.751%
18 17.523 2496 2499 2506 rVvVv 61357 86410 5.90% 0.960%
19 17.840 2548 2553 2556 rBV3 11870 17002 1.16% 0.189%
20 18.351 2633 2640 2645 rBV3 22113 33382 2.28% 0.371%
21 18.398 2645 2648 2653 rVB 10374 14854 1.01% 0.165%
22 18.551 2666 2674 2678 rBv4 11387 24428 1.67% 0.271%
23 19.203 2780 2785 2792 rBV 57662 81785 5.59% 0.909%
24 19.268 2792 2796 2802 rVB5 10337 16964 1.16% 0.189%
25 19.520 2831 2839 2847 rVB 99225 142207 9.71% 1.580%
26 19.767 2874 2881 2886 rBV3 21808 37958 2.59% 0.422%
27 19.850 2891 2895 2897 rVV3 22554 33001 2.25% 0.367%

28 19.885 2897 2901 2908 rVvVv 98639 147707 10.09% 1.642%
29 20.079 2927 2934 2940 rBV 916743 1176371 80.34% 13.074%

30 20.202 2950 2955 2961 rBV9 9255 23344 1.59% 0.259%
31 20.372 2973 2984 2991 rBV2 15636 37559 2.56% 0.417%
32 20.713 3038 3042 3046 rVB6 9810 16006 1.09% 0.178%
33 20.807 3054 3058 3061 rBV 15719 22115 1.51% 0.246%
34 21.136 3111 3114 3123 rVB2 10441 16443 1.12% 0.183%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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 > Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.377 3150 3155 3159 rBV3 29184 44588 3.04% 0.496%
36 21.753 3211 3219 3224 rBV2 272352 534610 36.51% 5.941%
37 21.800 3224 3227 3234 rVB 40500 60497 4._.13% 0.672%
38 23.980 3591 3598 3609 rBV2 24407 88969 6.08% 0.989%
39 24.726 3718 3725 3730 rVB2 12384 28363 1.94% 0.315%
40 24.867 3743 3749 3759 rVB2 20196 55789 3.81% 0.620%

41 25.032 3766 3777 3788 rBV3 139681 414022 28.27% 4.601%

Sum of corrected areas: 8998004
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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: BG020085.D
2|99
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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.

2.99 265.40 ng 1464330 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 (2.993 min): BG020085.D (-20) (-) m/z 73.00 100.00%
73
43
5000
89
2.90 3.00 3.10 3.20 3.30 3.40
55
O i 8 e L m/z 43.00 52.68%
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 33.52%
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 9.71%
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 8.20%
5000
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 : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 15.90 ng 87737 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 398 (5.178 min): BG020085.D (-392) (-) m/z 43.00 100.00%
43
59
5000
101 A LS R U
| 83 | 480 5.00 520 5.40 5.60
1 A A S U m/z 59.00 53.49%
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 L UL L IR
480 5.00 520 5.40 5.60
m/z 101.00 19.99%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 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 13.40%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R e B
43 480 5.00 520 5.40 5.60
m/z 41.00 8.43%
5000
101
o 1B 3 508 60 86
I A 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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 81.37 ng 448953 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 817 (7.640 min): BG020085.D (-810) (-) m/z 132.00 100.00%
5000

7.40 7.60 7.80 8.00

01 m/z 68.00 47 .07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |/\||||||||||||||||||||||
7.40 7.60 7.80 8.00
0
a1 51 78 m/z 134.00  34.49%
38
0 ‘ 1 H N !
R B AN B o s e s s a e s R a e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R o R SAmman
7.40 7.60 7.80 8.00
5000 m/z 66.00 32.31%

15 28 3 5 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B R
132 7.40 7.60 7.80 8.00
m/z 69.00 19.74%
5000
104
519 %0 77
ol 14 27 3744558 |~ L. 89 97 | 115
I LA B e B R Ra R R E R RRE B R man
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 : BG020085.D

Aca On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample : 64683-12

Misc :

ALS Vial : 18 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 1-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.20 4.85 ng 81785 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 2784 (19.197 min): BG020085.D (-2780) (-) m/z 54.95 100.00%
55
83
5000 111
3 155 200 18/80 19.00 19.20 1940 19.60
0 m/z 57.00 93.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100813: 1-Octadecanol
43 3
5000 AR R B
6 18. 80 19. oo 19 20 19. 40 19 60
m/z 69.00 79.83%
Ry P 168 105 224 252

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

;

Abundance
43
18.80 19.00 19.20 19.40 19.60
5000 83 m/z 43.00 72.13%
111

o 58 140 168 196 224 243 266 294 322

SAAREEA REERA AR AN BAE SRS BARAS AL LRRRN RARRN RRREN RRRRN BRARN ALY RRRLN RN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

I I I I I

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester T T
18.80 19.00 19.20 19.40 19.60

m/z 41.00 69.04%

5000

127

5

154 182 210

238 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 80 19. 00 19 20 19. 40 19 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121115\
Data File : BG020085.D

Acq On : 10 Dec 2015 21:12

Operator : UM/SJ

Sample - G4683-12

Misc :

ALS Vial : 18 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... 2.99 265.4 ng 1464330 1 8.11 110347 20.0
2-Pentanone, 4-hy... 5.18 15.9 ng 87737 1 8.11 110347 20.0
unknown? .64 7.64 81.4 ng 448953 1 8.11 110347 20.0
1-Octadecanol 19.20 4.8 ng 81785 4 17.48 337535 20.0
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