LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 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 F\METHODS\8270-BF050217 .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 4.819 503 507 526 rBV 90976 271891 7.18% 0.856%
2 5.472 614 618 653 rBY 1679010 2994354 79.08% 9.432%
3 7.107 890 896 909 rBVY 1833708 2997732 79.17% 9.443%
4 7.213 909 914 934 rVB 2321994 3350054 88.47% 10.552%
5 7.548 967 971 982 rBV 417606 581053 15.35% 1.830%
6 7.789 1007 1012 1038 rVB 1802216 2471059 65.26% 7.784%
7 8.466 1122 1127 1157 rBV 1326759 2003295 52.91% 6.310%
8 9.583 1312 1317 1332 rBV 600774 852169 22.51% 2.684%
9 11.360 1612 1619 1632 rBV 2637296 3786463 100.00% 11.927%
10 12.048 1732 1736 1748 rBvV 467250 593093 15.66% 1.868%
11 12.407 1792 1797 1806 rBV2 681353 903874 23.87% 2.847%
12 13.254 1936 1941 1945 rBvV 35190 40149 1.06% 0.126%
13 13.707 2012 2018 2033 rBVY 1464587 2195865 57.99% 6.917%
14 14.024 2067 2072 2083 rBvV 60800 93105 2.46% 0.293%
15 14.754 2192 2196 2200 rBvV 34629 40589 1.07% 0.128%

16 14.807 2200 2205 2209 rVvV2 734813 943219 24.91% 2.971%
17 14.848 2209 2212 2223 rVB 158904 246212 6.50% 0.776%
18 14.954 2226 2230 2237 rBV 30821 47858 1.26% 0.151%
19 15.795 2370 2373 2385 rVB2 148360 204441 5.40% 0.644%
20 16.612 2508 2512 2518 rBV 283621 334693 8.84% 1.054%

21 16.912 2557 2563 2570 rBV 290916 417015 11.01% 1.314%
22 17.165 2599 2606 2609 rBV 2492154 3317000 87.60% 10.448%
23 17.524 2663 2667 2676 rBV5 32204 68087 1.80% 0.214%
24 18.401 2812 2816 2826 rVB3 140852 239376 6.32% 0.754%
25 18.506 2828 2834 2838 rBV2 665084 882250 23.30% 2.779%

26 18.542 2838 2840 2847 rVB2 73821 112552 2.97% 0.355%

27 19.212 2950 2954 2958 rBvV4 44254 62269 1.64% 0.196%
28 19.306 2967 2970 2978 rVB2 34254 69844 1.84% 0.220%
29 19.395 2982 2985 2987 rVVv2 44046 50144 1.32% 0.158%
30 19.430 2988 2991 2994 rVB 48835 57335 1.51% 0.181%
31 19.495 2999 3002 3005 rvVv 56596 73148 1.93% 0.230%
32 19.530 3005 3008 3014 rVv3 82030 102683 2.71% 0.323%
33 19.589 3015 3018 3022 rVV 47196 60717 1.60% 0.191%
34 19.636 3022 3026 3031 rVB3 50068 70751 1.87% 0.223%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 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 F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.689 3031 3035 3039 rBV2 31977 39505 1.04% 0.124%

36 19.783 3047 3051 3054 rBV 95513 133038 3.51% 0.419%
37 20.071 3097 3100 3104 rVB 54251 53544 1.41% 0.169%
38 20.130 3106 3110 3114 rVvVv 90218 104047 2.75% 0.328%
39 20.177 3114 3118 3127 rVB 500025 656642 17.34% 2.068%
40 20.677 3197 3203 3214 rVB 34394 102386 2.70% 0.323%

41 21.441 3329 3333 3342 rBV3 26726 58376 1.54% 0.184%
42 21.806 3390 3395 3405 rBvV2 27261 65201 1.72% 0.205%
Sum of corrected areas: 31747078
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF053117\

BF095567.D

31 May 2017 16:55

SJ/MA

13329-02

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.82 9.36 ng 271891 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (4.819 min): BF095567.D (-503) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 INREA SRS SRS SRR R
| 83.0 440 4.60 4.80 5.00 5.20
O = o e L e o T P m/z 59.10 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 21.67%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 4.80 500 5.20
5000 m/z 58.10 15.04%
43.0 101.0
o250 0 soll mo %0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T REamE
43.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.06%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 440 4.60 480 5.00 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.21 Concentration Rank 1

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

7.21 115.31 ng 3350050 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 913 (7.207 min): BF095567.D (-909) (-) m/z 132.00 100.00%
13%.0
00 510 || a0 % 1m0 B 7o 7.0 740 70
o S SO N .- B £ I | N m/z 68.05 39.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T T T
10 550 %0 70 m/z 134.00  32.70%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 650 70 720 740 750
5000 ' m/z 66.00 22.71%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | NS N L L L B
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.40%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 1i0 150 150 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.79 4.33 ng 204441 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2372 (15.789 min): BF095567.D (-2370) (-) m/z 73.00 100.00%
43.0 730
5000 149.0
129.1
185.1 2132 15.40 15.60 15.80 16.00 16.20
0 m/z 43.05 86.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR SRR R U B
15. 40 15. 60 15. 80 16. oo 16 20
Ji 1570 1geo 2130 2560 | M/Z 60.00  78.97%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15.40 15.60 15.80 16.00 16.20
5000 129.0 m/z 55.00 71.90%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR BE Ra REas B
43.0 |, 73.0 15.40 15.60 15.80 16.00 16.20
m/z 57.10 70.98%
5000 129.0 JWKJ\/khAMwaVA\ﬂhwuﬁmhf\_MMH
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 40 15. 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.40 5.43 ng 239376 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 2816 (18.401 min): BF095567.D (-2812) (-) m/z 57.05 100.00%
57.0 83.0
2000 ot /\V/\JK—IFJ/
911671 oas 1800 16120 1840 1860 1880
0 m/z 83.05 90.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 LRI BN SUNIL I
18.00 18.20 18.40 18.60 18.80
m/z 55.00 86.18%
29.0 139.0 1670
oLerrr NI .0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
18.00 18.20 18.40 18.60 18.80
5000 111.0 m/z 69.00 82 .85%
29.0

1390 167.0 106.0  238.0 266.0 294.0

%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R e
57.0 83.0 18.00 18.20 18.40 18.60 18.80

m/z 97.10 77.05%
5000
29.0 139.0

o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
- M,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 | 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl19.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.49 2.23 ng 73148 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedicarboxvlic acid... 424 C26H4804 1000339-40-5 47
2 1.2-Cyclohexanedicarboxvlic acid... 366 C20H27Cl104 1000339-68-7 47
3 Imidazole. 4-amino-5-ethoxvcarbo... 155 C6H9N302 021190-16-9 43
4 1.2-Cvclohexanedicarboxvlic acid... 324 C19H3204 1000339-75-3 43
5 1,2-Cyclohexanedicarboxylic acid... 350 C20H27F04 1000339-78-4 38
Abundance Scan 3001 (19.489 min): BF095567.D (-2999) (-) m/z 155.10 100.00%
155.1
5000 57.0
109.1
187.1, 1252'1 19.20 19.40 19.60 19.80
m/z--> 50 100 150 200 250 300 350 400
Abundance #220344: 1,2-Cyclohexanedicarboxylic acid, dinony! ester
155.0
5000 SRR SN U B
19.20 19.40 19.60 19.80
43.0 810 J 2520 m/z 71.10 45 .03%
ob b 20 1200 2980 4240
m/z--> 50 100 150 200 250 300 350 400
Abundance
155.0
10.20 1940 19.60 19.80
5000 m/z 43.00 41 .94%
81.0 225.0
279.0
0 430 113.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #27931: Imidazole, 4-amino-5-ethoxycarbonyl- AR EREEE RS
109.0 155.0 19.20 19.40 19.60 19.80
m/z 127 .05 34.26%
5000
54.0
05— “N"N'I"' L s B S e B
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 7-Nonenamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.53 3.13 ng 102683 Perylene-d12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 50
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 43
3 2-Ethvl-4-methvlthiazole 127 C6HONS 015679-12-6 22
4 Dodecanamide 199 C12H25NO 001120-16-7 22
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 18

Abundance Scan 3008 (19.530 min): BF095567.D (-3005) (-) m/z 59.00 100.00%

59.0 155.1

5000
180.1 205.1 281.0 19.20 19.40 19.60 19.80
0 - m/z 155.10 84 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide
59.0
5000
19.20 19.40 19.60 19.80
m/z 72.05 81.53%
290‘ ‘ 98.0 126.0 155.0
0,.R.H.Mﬁﬂhwﬂnﬁb.h,m.w.nt..” R R AR R RRREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
19.20 19.40 19.60 19.80
5000 m/z 57.05 59.81%
83.0 126.0
o 105.0 154.0 184.0 207.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11794: 2-Ethyl-4-methylthiazole e A REEEEEasS
72.0 127.0 19.20 19.40 19.60 19.80

m/z 55.10 59.35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl9.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.64 2.15 ng 70751 Perylene-d12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. 2-e... 338 C18H2606 003290-92-4 38
2 2.6-Octadien-1-ol. 3.7-dimethyl-... 154 C10H180 000106-25-2 38
3 Phosphonic difluoride. (pentaflu... 252 C6F70P 022474-68-6 38
4 Saualene 410 C30H50 000111-02-4 35
5 4-Hexen-3-one, 2,2-dimethyl- 126 C8H140 020971-19-1 30

Abundance Scan 3027 (19.642 min): BF095567.D (-3022) (-) m/z 69.10 100.00%

69.1
5000

19.40 19.60 19.80 20.00

(o} m/z 81.00 57.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175117: 2-Propenoic acid, 2-methyl-, 2-ethyl-2-[[(2-methy ...
41.0 69.0
5000 LA I L L L L L LB
19. 40 19 60 19. 80 20. OO
253.0 m/z 109.05 34.14%
o150, | 980 1360 1830 2940 310.0338.0
A R aa s e L e e eene M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69.0
s e A s S
41.0 19.40 19.60 19.80 20.00
5000 m/z 155.00 29.58%
121.0
0l15.0 94.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104242: Phosphonic difluoride, (pentafluorophenyl)
69.0 252. 19.40 19.60 19.80 20.00
m/z 254.10 25.07%
5000
117.0
155.0
183.0
Olrrrprrerprrrrpretbeted et bbb e 3%79...”...” PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095567.D

Aca On : 31 May 2017 16:55

Operator : SJ/MA

Sample = 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cobalt, (.eta.-4-1,3-hexadi... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.68 3.12 ng 102386 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobalt. (.eta.-4-1.3-hexadiene)(... 276 C16H25Co 1000156-29-9 50
2 T1.1"-Biphenvll1-4-carbonitrile. ... 263 C19H21N 041122-70-7 30
3 1.3.5-Triazin-2-amine. N-isoprop... 276 C14H24N6 1000276-80-0 25
4 Cvclopentane-1-carboxvlic acid. ... 252 C14H2004 1000159-41-3 14
5 Dodecahydropyrido[1,2-bJisoquino... 193 C13H23N 113039-29-5 14
Abundance Scan 3204 (20.683 min): BF095567.D (-3197) (-) m/z 192.10 100.00%
190.1
57.1 276.1
97.1
5000
131.7 155.1 220.0 5491
20.40 20.60 20.80 21.00
o} m/z 57.10 72.92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124389: Cobalt, (.eta.-4-1,3-hexadiene)(pentamethylcyclop...
192.0 276.0
133.0
5000 RS U B SR IR
235.0 20.40 20.60 20.80 21.00
s9.0 910 m/z 276.10 71.61%
27.0 165.0
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192.0
20.40 20.60 20.80 21.00
5000 263.0 m/z 263.10 59.49%
165.0
41.0 77.0 115.0 140.0 220.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124136: 1,3,5-Triazin-2-amine, N-isopropyl-4,6-di(1-pyrro...
55.0 oag.0 2760 20.40 20.60 20.80 21.00
' m/z 41.10 58.37%
5000 97.0 1220 207.0

. T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
Data File : BF095567.D

Acq On : 31 May 2017 16:55

Operator : SJ/MA

Sample - 13329-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 9.4 ng 271891 1 7.55 581053 20.0
unknown7 .21 7.21 115.3 ng 3350050 1 7.55 581053 20.0
n-Hexadecanoic acid 15.79 4.3 ng 204441 4 14.81 943219 20.0
Behenic alcohol 18.40 5.4 ng 239376 5 18.51 882250 20.0
unknown19 .49 19.49 2.2 ng 73148 6 20.18 656642 20.0
7-Nonenamide 19.53 3.1 ng 102683 6 20.18 656642 20.0
unknownl19 .64 19.64 2.1 ng 70751 6 20.18 656642 20.0
Cobalt, (.eta.-4-... 20.68 3.1 ng 102386 6 20.18 656642 20.0
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