LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021148.D
Aca On : 28 Feb 2016 12:40 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 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:\HPCHEM1\BNA G\METHODS\8270-BG022616.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 3.090 39 43 54 rvVB 37285 54563 21.09% 2.812%
2 3.237 63 68 75 rvB3 6783 13092 5.06% 0.675%
3 5.258 407 412 417 rBvV2 1905 2987 1.15% 0.154%
4 5.716 486 490 498 rBvV2 8580 13739 5.31% 0.708%
5 7.303 754 760 768 rBB2 10865 17897 6.92% 0.922%
6 7.690 820 826 832 rBB 9714 15301 5.91% 0.789%
7 8.166 900 907 914 rBB 37268 62051 23.98% 3.198%
8 8.489 957 962 969 rVB2 6128 10628 4.11% 0.548%
9 9.330 1099 1105 1110 rBvV2 6718 10951 4.23% 0.564%
10 10.975 1378 1385 1393 rBB 58631 101470 39.22% 5.229%
11 13.396 1792 1797 1803 rBB 13877 19852 7.67% 1.023%
12 14.770 2025 2031 2037 rvB2 85920 136492 52.75% 7.034%
13 16.245 2278 2282 2287 rBvV2 0884 11777 4 .55% 0.607%
14 17.508 2489 2497 2501 rBvV2 101411 163900 63.35% 8.447%
15 17.549 2501 2504 2510 rvv 39348 52697 20.37% 2.716%
16 17.638 2514 2519 2524 rBB2 2803 4206 1.63% 0.217%
17 18.378 2639 2645 2649 rBvV 8246 12335 4.77% 0.636%
18 18.425 2649 2653 2657 rvv2 11115 14032 5.42% 0.723%
19 18.566 2670 2677 2681 rBvV3 9353 18132 7.01% 0.934%
20 18.601 2681 2683 2688 rVB3 6337 8477 3.28% 0.437%
21 18.866 2723 2728 2731 rBV 4695 5229 2.02% 0.269%
22 18.907 2731 2735 2741 rVB2 6174 8253 3.19% 0.425%
23 19.112 2765 2770 2774 rVB3 1923 2685 1.04% 0.138%
24 19.277 2793 2798 2802 rVvV 6860 10680 4.13% 0.550%
25 19.336 2802 2808 2812 rVV5 3234 6873 2.66% 0.354%
26 19.418 2817 2822 2829 rVB2 6310 10236 3.96% 0.528%
27 19.541 2838 2843 2850 rVB 70561 98352 38.01% 5.069%
28 19.641 2856 2860 2864 rVB2 2489 3481 1.35% 0.179%
29 19.694 2864 2869 2873 rBV 2145 3812 1.47% 0.196%
30 19.782 2880 2884 2887 rBv4 1974 2814 1.09% 0.145%
31 19.864 2893 2898 2900 rBV2 8497 11411 4_.41% 0.588%
32 19.900 2900 2904 2911 rVB 72343 102806 39.73% 5.298%
33 19.970 2913 2916 2921 rVB5 4063 5791 2.24% 0.298%
34 20.094 2930 2937 2941 rBV2 24613 29925 11.57% 1.542%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021148.D
Aca On : 28 Feb 2016 12:40 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 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:\HPCHEM1\BNA G\METHODS\8270-BG022616.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.158 2945 2948 2953 rVB 6028 6469 2.50% 0.333%
36 20.217 2953 2958 2959 rBV2 6427 7987 3.09% 0.412%
37 20.352 2975 2981 2982 rBV3 5025 6106 2.36% 0.315%
38 20.381 2983 2986 2991 rVB3 8849 13283 5.13% 0.685%
39 20.493 3000 3005 3008 rBV2 3066 4478 1.73% 0.231%
40 20.546 3008 3014 3019 rBvV2 9757 16008 6.19% 0.825%
41 20.687 3034 3038 3041 rBvV2 7754 11420 4_.41% 0.589%
42 20.728 3042 3045 3050 rvB 7571 8743 3.38% 0.451%
43 20.887 3068 3072 3077 rBvV5 1641 3316 1.28% 0.171%
44 21.151 3112 3117 3123 rVB 12555 18661 7.21% 0.962%
45 21.251 3132 3134 3141 rVB7 3480 4885 1.89% 0.252%
46 21.327 3141 3147 3148 rBV5 6150 10668 4.12% 0.550%
47 21.386 3154 3157 3161 rBvV2 7345 9363 3.62% 0.483%
48 21.439 3161 3166 3170 rVB5 4638 7605 2.94% 0.392%
49 21.486 3170 3174 3179 rVB2 8619 13989 5.41% 0.721%
50 21.592 3188 3192 3195 rBV4 1699 2693 1.04% 0.139%
51 21.645 3197 3201 3204 rVB4 2459 3920 1.52% 0.202%
52 21.768 3213 3222 3227 rBv2 126113 258733 100.00% 13.334%
53 21.815 3227 3230 3240 rVB 33516 55377 21.40% 2.854%
54 21.974 3252 3257 3259 rBV5 2623 4410 1.70% 0.227%
55 22.027 3263 3266 3270 rBV6 3386 6147 2.38% 0.317%
56 22.179 3288 3292 3299 rBV6 3033 6068 2.35% 0.313%
57 22.508 3339 3348 3354 rBV3 7697 17949 6.94% 0.925%
58 22.585 3356 3361 3367 rVB5 5882 11781 4 .55% 0.607%
59 22.785 3392 3395 3401 rVvB4 3423 4640 1.79% 0.239%
60 23.172 3455 3461 3466 rBV6 1876 4779 1.85% 0.246%
61 24.007 3594 3603 3610 rBV4 21779 70848 27.38% 3.651%
62 24.259 3641 3646 3653 rBvV4 3640 8120 3.14% 0.418%
63 24.735 3722 3727 3737 rVB3 12744 34546 13.35% 1.780%
64 24.888 3745 3753 3761 rBV2 17418 47314 18.29% 2.438%
65 25.052 3770 3781 3790 rBvV4 57287 171313 66.21% 8.829%
66 25.129 3792 3794 3798 rVB3 3389 4147 1.60% 0.214%
67 26.228 3979 3981 3987 rVB7 2403 4177 1.61% 0.215%
68 28.789 4406 4417 4420 rBV5 6744 20441 7.90% 1.053%
69 29.941 4604 4613 4615 rBV5 5423 13031 5.04% 0.672%

Sum of corrected areas: 1940342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021148.D

Aca On : 28 Feb 2016 12:40

Operator : UM/SJ

ﬁ?ggle : H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

120000

100000

80000

60000

40000

20000

TIC: BG021148.D

10.97

3.09
8.17

3.24 572 7.30 7.69

5 26 8.49 9.33

0
Time-->

3.00 350 4.00 450 5.00 550 6.00 650 700 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

120000

100000

80000

60000

40000

20000

0

TIC: BG021148.D

21.77

17.51

14.77
19.5419.90
1§55 21.82
13.40 16.25
]Pﬁ4

A A A A AN
LI I B B B e B [ B D B D B O T B B B I

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

120000

100000

80000

60000

40000

20000

TIC: BG021148.D

25.05

28.79 29.94

My, PISN

0

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\BG022716\

Data File : BG021148.D

Aca On : 28 Feb 2016 12:40

Operator : UM/SJ

ﬁ?ggle : H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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.

3.09 17.59 ng 54563 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 7
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 5

Abundance Scan 43 (3.090 min): BG021148.D (-39) (-) m/z 73.00 100.00%
73.0
5000 430
89.0
| 55.0 1300 320  3.40
O b e e e ey m/z 43.00 50.24%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 R R L
1300 320  3.40
310 89.0 m/z 89.00 30.14%
"'I""I”"I""P"'I""P"'I""P"'I"'W
m/z--> 10 20 30 60 70 80 90
Abundance
73.0
300 320 340
5000 m/z 41.00 10.81%
45.0
15.0 27.0 35.0 58.0
e L S L S L S SR S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2102: Propane, 2-methoxy-2-methyl- — .A.", A
73.0 3.00 320 3.40
m/z 42.00 7.29%
5000
41.0
0.0 ‘ 57.0 WWN
0'"I'"W"'wl'”'lﬂﬂﬂgﬂ'ﬂ'l”"I'l”l""P"'I "m"" Tt
m/z--> 10 20 30 40 50 60 70 80 90 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021148.D

Aca On : 28 Feb 2016 12:40

Operator : UM/SJ

ﬁ?ggle : H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.24 4.22 ng 13092 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
2 Cvanic acid. 2-methvlpropvl ester 99 C5HINO 001768-25-8 56
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 12
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 9
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 9

Abundance Scan 69 (3.243 min): BG021148.D (-63) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0 83.9
A
| || ‘ 3.00 3.20 3.40 3.60
o |1 e N — m/z 41.00 61.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1455: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0
83.0 210 3.00 320 340 3.60
m/z 83.90 42 _.95%
15.0
0 “ | ‘ ‘ ‘ | ‘\ 1 I
LS U UL UL S UL SRR SRR SRR SRR WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0
6.0 1300 320 340 3.60
5000 ' m/z 55.00 42 _.74%
290 84.0
70.0 99.0
e S S S UL UL UL I I IR L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1466: Pentane, 3—methy|ene— LA L L L L B
41.0 69.0 3.00 3.20 3.40 3.60
55.0 m/z 69.00 35.79%
5000 210 84.0
150 \ I
L I Ry s R A AR AR A U L A A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021148.D

Aca On : 28 Feb 2016 12:40

Operator : UM/SJ

Sample : H1442-03 20X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknownl8.57 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.57 2.21 ng 18132 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 49
2 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 47
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 47
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 47
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 47

Abundance Scan 2678 (18.572 min): BG021148.D (-2670) (-) m/z 188.90 100.00%
188.9
5000
94.4 164.9 S AV
207.0 18.20 18.40 18.60 18.80
O S B o e o S S m/z 190.00 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50628: Phenanthrene, 4-methyl-
192.0
5000 RS B BUNLRR B
18.20 18.40 18.60 18.80
165.0 m/z 192.00 83.21%
ol_27.0 430 63.0 800 S0 1150 1300 | h |
m/z--> 25 Jo éo 86 160 150 150 1éo 1éo 260
Abundance
192.0
18.20 18.40 18:60 18.80
5000 m/z 190.90 57 .30%
165.0
o 39.0 63.0 g1 90 1150 139.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methy!- e
192.0 18.20 18.40 18.60 18.80
m/z 94.40 27 .65%
5000
94.0 165.0
0 39.0 630780 | 1150 1390 | HH
m/z--> 2'0 4'0 i 8|0 1(')0 150 14'10 1('30 1éo 2(')0 18.20 18.40 18.60 18.80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG022716\

Data File : BG021148.D

Acq On : 28 Feb 2016 12:40

Operator : UM/SJ

ﬁ?ggle - H1442-03 20X POST-EX-12-20160211
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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... 3.09 17.6 ng 54563 1 8.17 62051 20.0
1-Pentene, 2-methyl- 3.24 4.2 ng 13092 1 8.17 62051 20.0
unknownl18.57 18.57 2.2 ng 18132 4 17.51 163900 20.0
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