LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 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-BG060616.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 2.867 3 5 25 rvB 1114581 1566355 82.33% 10.241%
2 5.100 380 385 397 rBV 25302 47627 2.50% 0.311%
3 5.599 463 470 486 rBV 384902 742314 39.01% 4 .854%
4 7.232 739 748 760 rBV 438849 883147 46.42% 5.774%
5 7.579 799 807 826 rBV 491861 939398 49.37% 6.142%
6 8.037 877 885 894 rVB 81323 151092 7.94% 0.988%
7 8.366 932 941 958 rBV 350861 690586 36.30% 4_.515%
8 9.218 1078 1086 1098 rBV 262078 538864 28.32% 3.523%
9 10.864 1357 1366 1382 rBV 126810 269926 14.19% 1.765%
10 13.302 1773 1781 1797 rBvV 914898 1569991 82.52% 10.265%
11 14.124 1915 1921 1936 rVB 155050 257027 13.51% 1.681%
12 14.547 1988 1993 1999 rBvV2 13456 20118 1.06% 0.132%
13 14.683 2008 2016 2024 rBV2 250158 434319 22.83% 2.840%
14 15.493 2150 2154 2160 rVB 23897 37332 1.96% 0.244%
15 15.899 2216 2223 2227 rBVv4 8442 19080 1.00% 0.125%
16 16.175 2263 2270 2286 rBvV 651865 1087680 57.17% 7.112%
17 16.357 2296 2301 2317 rVB 27367 59558 3.13% 0.389%
18 17.144 2431 2435 2441 rBvV3 15150 23725 1.25% 0.155%
19 17.426 2476 2483 2488 rBV2 290947 503016 26.44% 3.289%
20 17.468 2488 2490 2497 rVB 42978 61998 3.26% 0.405%
21 17.773 2535 2542 2547 rBV6 14618 28993 1.52% 0.190%
22 18.349 2635 2640 2646 rVB4 14860 28430 1.49% 0.186%
23 18.484 2658 2663 2668 rBV4 17867 35996 1.89% 0.235%
24 19.201 2779 2785 2790 rBV3 27791 48514 2.55% 0.317%
25 19.359 2805 2812 2815 rBV5 14704 30016 1.58% 0.196%

26 19.471 2824 2831 2838 rBV 184208 295725 15.54% 1.934%
27 19.694 2862 2869 2875 rBV2 77017 106730 5.61% 0.698%
28 19.829 2884 2892 2900 rvVv 174972 346871 18.23% 2.268%
29 19.900 2900 2904 2909 rvVB4 16854 26761 1.41% 0.175%
30 20.023 2918 2925 2938 rBV 1296400 1902648 100.00% 12.440%

31 20.153 2941 2947 2948 rBvV4 19136 31306 1.65% 0.205%
32 20.300 2964 2972 2982 rBV5 31874 99584 5.23% 0.651%
33 20.482 2996 3003 3008 rVv2 26447 48465 2.55% 0.317%
34 20.617 3023 3026 3031 rBV 19659 29467 1.55% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 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-BG060616 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.664 3031 3034 3037 rVVv3 19514 26537 1.39% 0.174%
36 20.728 3041 3045 3051 rVvVv 52905 74714 3.93% 0.489%
37 21.087 3102 3106 3112 rVB3 24945 41818 2.20% 0.273%
38 21.263 3132 3136 3138 rBv4 17771 26311 1.38% 0.172%
39 21.298 3139 3142 3148 rVV5 45191 74353 3.91% 0.486%
40 21.357 3149 3152 3157 rVB4 19669 29340 1.54% 0.192%
41 21.545 3180 3184 3189 rBV3 11392 19752 1.04% 0.129%
42 21.686 3199 3208 3213 rBV2 291341 661627 34.77% 4_.326%
43 21.833 3230 3233 3238 rVB3 17979 28084 1.48% 0.184%
44 22.426 3329 3334 3335 rBV3 12870 21270 1.12% 0.139%
45 23.478 3508 3513 3518 rBV9 9480 24029 1.26% 0.157%

46 23.907 3576 3586 3604 rVB6 88732 395763 20.80% 2.588%
47 24.154 3622 3628 3629 rBV5 11396 20380 1.07% 0.133%
48 24.624 3699 3708 3717 rBV2 39191 124091 6.52% 0.811%
49 24.771 3726 3733 3745 rVB2 41355 121044 6.36% 0.791%
50 24.924 3745 3759 3770 rBV2 147304 479484 25.20% 3.135%

51 25.975 3930 3938 3949 rVB5 28213 95315 5.01% 0.623%
52 28.631 4379 4390 4400 rBV5 15250 67756 3.56% 0.443%
Sum of corrected areas: 15294327
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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: BG022433.D

1200000 57

1000000
800000
600000

400000 5.60 8.37
9.22

200000 10.86

8.04
5 10

Time--> 3.00 3.50 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022433.D

20102
1200000

1000000 13.30

800000
16.17
600000

400000 21.69

200000 19.4719.83

15 49 15.90
o A 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 TIC: BG022433.D

1200000
1000000
800000
600000
400000

200000 24.92
23.91

23.48 [\24.15 242827 25,98 28.63

T S e T T T T T T T T T T T e e e e e e e e

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\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.87 Concentration Rank 1

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

2.87 207.34 ng 1566360 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 6 (2.873 min): BG022433.D (-3) (-) m/z 73.00 100.00%
3
5000
43 89
2.90 3.00 3.10 3.20 3.30
55
o b 20 8 m/z 43.00 33.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55 1 A AR R R R
2.90 3.00 3.10 3.20 3.30
29 m/z 89.00 32.52%
0 [l 37,01, | 61 g2 8 103
mz> 10 20 % 4 S0 60 70 80 0 100 110
Abundance
73
2.90 300 3.0 3.20 330
5000 m/z 41.00 7.17%
57
29 41
15 50 87
S S S I IR UL UL UL SULILILS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.30%
5000 43
89
05 "'I'?§t“"'??hy' "|"§?|"' '|l*"|"' ﬂl""l"" N A A AR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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-Pentanol, 2,4-dimethyl- Concentration Rank 4

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

5.10 6.30 ng 47627 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Guanidine 59 CH5N3 000113-00-8 38
4 5-Hexen-2-one 98 C6H100 000109-49-9 14
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 385 (5.100 min): BG022433.D (-380) (-) m/z 42.95 100.00%
a3
59
5000
101
| 53 83 480 5.00 520 5.40
-ttt m/z 59.00 70.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 R U L R I
480 5.00 520 5.40
43 101 m/z 101.00 34 .20%
31 ‘ 83
0 ...,.??.,...uqh.??gk.h.,?%::;.??.T%...,.h..,....,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 5o m/z 58.00 20.83%
15 101
0 "'I""I'?§'?%'??I""I??"I""I""I??"I'"'I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
3 59 480 5.00 520 5.40
m/z 41.00 9.12%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'i“"l“"l“"l”"l“"l' R U L R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG061716\
BG022433.D

18 Jun 2016 21:18

UM/SJ

H3471-10

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.58 Concentration Rank 2

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

7.58 124.35 ng 939398 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 807 (7.579 min): BG022433.D (-799) (-) m/z 131.90 100.00%
5000 /\_
68
96 0 7 M0 780 7RO 80
40 54 75 103 720 7.0 7.60 7.80 8.00
o....,....,...“F',....??.I.',....,..5.‘?,..!.,.--...,.1.1?.,...., b m/z 68.00 35.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I AR RN R
7.20 7.40 7.60 7.80 8.00
78 m/z 133.90 32.48%
31 35 ,, 5t
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'LI”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.42%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 13.04%
97
5000
70
31
oI st S | 7T oss | 105 me | Z\ M
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.36 2.37 ng 59558 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 2301 (16.357 min): BG022433.D (-2296) (-) m/z 57.00 100.00%

57
5000 85

113 16.00 16.20 16.40 16.60
140 165 331
bbb b g 40 18 e Tm/z 71.00 69.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55007: Tetradecane
57
5000 85
16.00 16.20 16.40 16.60
4 m/z 43.00 56.99%
R A L e S aamassaay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R e S RREEE
85 16.00 16.20 16.40 16.60
5000 Al m/z 85.00 47 .71%
JL1s 13 141 160 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107653: Eicosane
57 16.00 16.20 16.40 16.60
m/z 41.00 24 .65%
5000 4 85

| ‘\ ‘\ | 1}3\141 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.69 3.23 ng 106730 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 97
3 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 37
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 2868 (19.688 min): BG022433.D (-2862) (-) m/z 56.00 100.00%
56
5000 73
129 239 257
3 h" 185 213 081 19.40 19.60 19.80 20.00
Oy m/z 57.00 54 _.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56

5000 L A e B
19. 40 19. 60 19. 80 2000

29 & 129 zw257 m/z 72.90 35.95%
213 312
ol M‘wm.ml L e OOl W W Wl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
19.40 19.60 19.80 20.00
5000 m/z 41.00 33.28%
29 73
129
o 9711377 157 185 213 23927 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56 19.40 19.60 19.80 20.00
m/z 43.00 31.70%
5000
29 3 111
145
ol13 I, \\ ‘ 95 | 129 170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Pyrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.30 3.01 ng 99584 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 68
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 58
Abundance Scan 2972 (20.300 min): BG022433.D (-2964) (-) m/z 215.90 100.00%
216
5000 57
85 A
106 189 USRNSSR BN SN
o} m/z 214.95 84 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67023: Pyrene, 1-methyl-
216
5000
20.00 20.20 20.40 20.60
95 m/z 57.00 40.80%
189
ol14 39 63 0 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
20.00 20.20 20.40 20.60
5000 m/z 85.00 23.43%
108
o 63 81 137 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67034: 11H-Benzo[b]fluorene
216 20.00 20.20 20.40 20.60
m/z 71.00 23.37%
5000
108

139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.73 2.26 ng 74714 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 n-Butvl mvristate 284 C18H3602 000110-36-1 59
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 Acetamide. N-2-propenvl- 99 C5H9NO 000692-33-1 30
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 30

Abundance Scan 3045 (20.728 min): BG022433.D (-3041) (-) m/z 55.95 100.00%
56
5000
[ . 129 067285 NN NN AL Y.Y: VN
7 185 241 20.40 20.60 20.80 21.00
3 340
o 165, 220 303 m/z 57.00 53.67%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 USRNSSR
29 23 20.40 20.60 20.80 21.00
‘ ‘ ‘ o 129 - 267285 m/z 43.00 30.59%
fo) I \I Y I .‘ “l‘ .‘M‘.“‘l‘ .“h. . ?'57 —L |2|13| sz}ll i ‘. .“. |3:.|'1. .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00
5000 m/z 72.95 30.08%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid T
57 20.40 20.60 20.80 21.00
m/z 55.00 27.28%
5000
30 84 129
101
0..|..“,'.“. :.!.... — R RE maama S
m/z--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 9 unknown21.30 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.25 ng 74353 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 38
2 1-Hexene-3.5-dione 112 C6H802 052204-69-0 38
3 3-Hexene. 2.2-dimethvl-. (B)- 112 C8H16 000690-93-7 30
4 trans-2.2-Dimethvl-3-hexene 112 C8H16 003123-93-1 30
5 17-Pentatriacontene 491 C35H70 006971-40-0 25
Abundance Scan 3142 (21.298 min): BG022433.D (-3139) (-) m/z 57.00 100.00%
228
5000
2o 2 w0 21100 2120 2140 2160
0! e o S e B m/z 83.00 81.21%
m/z--> 50 100 150 200 250 300 350
Abundance #146455: Eicosane, 9-cyclohexyl-
57
83
5000 LIRS SN B SUN
21.00 21.20 21.40 21.60
111 m/z 71.00 71.80%
oL 3 L1 167100207 251 20 306 g
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
43
21.00 21.20 21.40 21.60
5000 97 m/z 227.90 66.89%
69
N L s e L WL UL B S
m/z--> 50 100 150 200 250 300 350
Abundance #6606: 3-Hexene, 2,2-dimethyl-, (E)-
55 21.00 21.20 21.40 21.60
m/z 43.00 64 .92%
83
5000
27
} 112
0 "MJHL"l'IJ"'I N ALY UL UL U LI N B SUN
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022433.D

Aca On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 11 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.98 3.98 ng 95315 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 70
3 Heptacosane 380 C27H56 000593-49-7 58
4 Nonadecane 268 C19H40 000629-92-5 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 3939 (25.981 min): BG022433.D (-3930) (-) m/z 57.00 100.00%
57
5000
25.60 25.80 26.00 26.20
Ok m/z 71.00 81.20%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000
85 25.60 25.80 26.00 26.20
29 m/z 85.00 60.22%
ol ‘L L M8 141 160 282
m/z--> 55 160 1éo 200 2éo 300 3éo
Abundance
57
25.60 25.80 26.00 26.20
5000 m/z 43.00 51.18%
85
29
0 113 141 169 197 226
m/z--> 55 160 150 200 2éo 300 3éo
Abundance #151555: Heptacosane A AE B EEE R EEE L
57 25.60 25.80 26.00 26.20
m/z 55.00 28.21%
5000 85
29
oL “J I “113 141 169 197 225 253 281 309 337 380
m/z--> 55 100 1éo 260 250 360 3éo 2560 2580 2600 2620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022433.D

Acq On : 18 Jun 2016 21:18

Operator : UM/SJ

Sample : H3471-10

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .87 2.87 207.3 ng 1566360 1 8.04 151092 20.0
2-Pentanol, 2,4-d... 5.10 6.3 ng 47627 1 8.04 151092 20.0
unknown7 .58 7.58 124.3 ng 939398 1 8.04 151092 20.0
Tetradecane 16.36 2.4 ng 59558 4 17.43 503016 20.0
Hexadecanoic acid... 19.69 3.2 ng 106730 5 21.69 661627 20.0
Pyrene, l-methyl- 20.30 3.0 ng 99584 5 21.69 661627 20.0
Octadecanoic acid... 20.73 2.3 ng 74714 5 21.69 661627 20.0
unknown21.30 21.30 2.3 ng 74353 5 21.69 661627 20.0
Eicosane 25.98 4.0 ng 95315 6 24.92 479484 20.0
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