LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095325.D

Aca On 22 May 2017 21:06

Operator : SJ/MA

Sample : 13261-01

Misc :

ALS Vial : 19 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 5.119 537 541 557 rBV 72257 186960 9.01% 0.986%
2 5.725 640 644 667 rBV 742187 1709571 82.37% 9.017%
3 7.301 908 912 928 rBV 841195 1659649 79.97% 8.754%
4 7.425 928 933 951 rVB 1233376 2075432 100.00% 10.947%
5 7.760 986 990 1002 rVB 369768 462878 22.30% 2.442%
6 7.995 1025 1030 1042 rBVY 1168453 1468620 70.76% 7.746%
7 8.660 1138 1143 1174 rBV 576649 1069144 51.51% 5.639%
8 9.777 1329 1333 1362 rBV 350291 628170 30.27% 3.313%
9 11.548 1629 1634 1656 rBV 1304821 2010298 96.86% 10.604%
10 12.254 1749 1754 1764 rBV 113378 194159 9.36% 1.024%
11 12.607 1810 1814 1826 rBV2 413837 689314 33.21% 3.636%
12 13.442 1949 1956 1960 rBvV 29342 33270 1.60% 0.175%
13 13.906 2030 2035 2047 rBvV 477136 854162 41.16% 4 .505%
14 14.212 2084 2087 2090 rBv2 25947 31509 1.52% 0.166%
15 14.418 2118 2122 2129 rBvV3 17800 24934 1.20% 0.132%
16 15.012 2217 2223 2233 rBvV 299767 482122 23.23% 2.543%
17 15.201 2251 2255 2258 rBV4 16026 20829 1.00% 0.110%
18 15.236 2258 2261 2268 rVB3 20098 25860 1.25% 0.136%
19 15.965 2381 2385 2395 rBvV2 73440 132157 6.37% 0.697%
20 16.042 2395 2398 2405 rVB7 18387 27825 1.34% 0.147%
21 17.053 2566 2570 2574 rBV5 20778 33685 1.62% 0.178%
22 17.324 2612 2616 2628 rBV 976038 1218368 58.70% 6.426%
23 18.571 2824 2828 2833 rBV4 41063 62475 3.01% 0.330%
24 18.683 2843 2847 2861 rBV 378536 564243 27.19% 2.976%
25 19.359 2958 2962 2965 rBV 49034 63913 3.08% 0.337%
26 19.800 3034 3037 3040 rVB 40767 41543 2.00% 0.219%

27 19.971 3055 3066 3072 rBV 82083 314747 15.17% 1.660%
28 20.083 3081 3085 3089 rBvV 261199 286322 13.80% 1.510%
29 20.306 3120 3123 3128 rVB5 35886 67351 3.25% 0.355%
30 20.359 3128 3132 3141 rBV 307273 473258 22.80% 2.496%

31 20.700 3186 3190 3199 rVB 72021 126915 6.12% 0.669%
32 20.812 3205 3209 3215 rVB 237236 304190 14.66% 1.604%
33 21.024 3242 3245 3253 rVB2 80719 131429 6.33% 0.693%
34 22.153 3429 3437 3447 rVB5 191575 554275 26.71% 2.924%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

3?22'6 i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.571 3504 3508 3519 rVB6 135666 373462 17.99% 1.970%
36 22.782 3538 3544 3547 rBV6 75801 162849 7.85% 0.859%
37 23.841 3716 3724 3736 rVB6 135999 392844 18.93% 2.072%

Sum of corrected areas: 18958732
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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\BF052217\

BF095325.D

22 May 2017 21:06

SJ/MA

13261-01

19 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:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 9

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

5.12 8.08 ng 186960 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 541 (5.119 min): BF095325.D (-537) (-) m/z 42.95 100.00%
43.0
59.0
5000 [L
101.0 T T R
| | 83.0 | 480 5.00 5.20 5.40
AR R R RAAR AR RRARS RARRA RARLA RARSN SRS LA RALAS RARAINARRS m/z 59.00 55.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L L UL I
59.0 480 500 520 540
0,
150 4, ‘ 1010 m/z 101.00 22 .24%
"W”tl”“ﬂ'”P“'P”W'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 17.28%
20.0 101.0
15.0 73.0 85.0
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 4.80 5.00 5.20 5.40
m/z 41.00 8.31%
5000 41.0 /\4
"W"“I'“'I”"P"W"”I'“'?%QW"”I'”'I”"P"W%???'”%?%Q'I AR RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 unknown7.42 Concentration Rank 1

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

7.42 89.68 ng 2075430 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 932 (7.419 min): BF095325.D (-928) (-) m/z 132.00 100.00%
132.0
5000 68.0 K
00 510 || aso im0 50 750 Tab o 7k
Y S I | W .- D N £ SN | N m/z 68.05 37.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN UL I I I
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 31.42%
‘ | P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.70%
41.0 97.0
53.0
79.0 117.0
mﬁ#ﬁmﬁmﬁrﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .86%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 %0 30 4 80 8 7o 8 b 160 110 130 130 180 | | 700 790 740 750 780
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 12
R.T. EstConc Area Relative to ISTD R.T.
15.97 5.48 ng 132157 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2386 (15.971 min): BF095325.D (-2381) (-) m/z 73.00 100.00%

15.60 15.80 16.00 16.20
m/z 60.00 85.64%

430 730
5000 129.1

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 B e e

15 60 15. 80 16.00 16.20
60 | M/z 43.05  83.44%

157.0 1850 213.0 .
4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

15 60 15. 80 16.00 16.20

5000 129.0 m/z 57.05 80.76%
97.0 199.0
157.0 242.0
15.0 177.0
R R B o o e e e o R EaRa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid AR R
43.0 73.0 15.60 15.80 16.00 16.20
' m/z 41.00 64.77%
5000
‘ - 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

Sample : 13261-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonahexacontanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.57 2.21 ng 62475 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 58
2 17-Pentatriacontene 491 C35H70 006971-40-0 52
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 49
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 49

Abundance Scan 2828 (18.571 min): BF095325.D (-2824) (-) m/z 57.05 100.00%
57.0
5000
53.1 18120 18.40 18.60 1880
! m/z 43.10 72 .10%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 DA UL DU B B
mmmmmmmm
m/z 55.00 65.32%
Ii h15?9‘2530 350.0 899.0 998.0
m/z--> 160 200 360 460 560 660 700 800 900 1000
Abundance
43.0
18120 18.40 18.60 1880
5000 m/z 71.05 64 .59%
139.0  267.0 490.0
m/z--> 6 160 260 360 400 500 660 700 800 900 1000
Abundance #119526: 1-Dodecanol, 2-hexyl- LI B o
57.0 18.20 18.40 18.60 18.80
m/z 83.10 58.00%
5000
J;540 252.0
m/z--> c') 100 2(')0 3(')0 4(')0 5(')0 6(|)O 700 800 900 1000 18 20 18. 40 18. 60 18 80 '
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF052217\
BF095325.D

22 May 2017 21:06

SJ/MA

13261-01

19 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

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

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 Hexacosane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.36 2.27 ng 63913 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80

Abundance Scan 2962 (19.359 min): BF095325.D (-2958) (-) m/z 57.05 100.00%
5%.0
5000
L] 300 10121 5m0 7m0 19100 1020 10.40 1060
L m/z 71.10 62.84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 R LS SRR SRR
85.0 1900 1920 19.40 19.60
113.0 m/z 43.10 58.34Y%
290, | | [777141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 55 160 150 200 250 360 3%0
Abundance
57.0
19.00 19.20 19.40 19.60
5000 85.0 m/z 85.10 45 .60%
1130141.0160.0107.0  2390267.0094.0 323.0 352.0
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #152416: Tridecane, 1-iodo- O B e S
57.0 19.00 19.20 19.40 19.60
m/z 55.10 19.25%
5000 85.0
28.0
183.0
e -1 S S
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 unknownl19.97 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.97 13.30 ng 314747 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Benzvlidenebis(5-methvlfuran) 252 C17H1602 086694-47-5 35
2 1-Chloro-11H-indolol3.2-cTauinoline 252 C15H9CIN2 155249-51-7 30
p-(Adamantvl-1)phenvlcvclopropane 252 C19H24 1000140-46-1 30
4 Benzolelpvrene 252 C20H12 000192-97-2 27
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 22
Abundance Scan 3066 (19.971 min): BF095325.D (-3055) (-) m/z 252.10 100.00%
25p.1
43.1
5000 1892 2211

19.60 19.80 20.00 20.20
m/z 43.10 60.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104106: 2,2'-Benzylidenebis(5-methylfuran)
175.0 252.0
43.0
5000 209.0 e

19 60 19. 80 20. OO 20 20
m/z 221.10 53.18%

7.0 105012801520‘ “ | ‘
L Il

150 L1 ‘ | \‘ \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
19.60 19.80 20.00 20.20
5000 m/z 189.15  48.08%

sl 630 950 1260 o, 189.0 5150

wmmmwww’wﬁmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104211: p-(Adamantyl-1)phenylcyclopropane R REEREEEE S
252.0 19.60 19.80 20.00 20.20
135.0 m/z 125.10 45_.78%
195.0
5000 167.0
41.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 60 19. 80 20. OO 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.08 12.10 ng 286322 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3085 (20.083 min): BF095325.D (-3081) (-) m/z 57.05 100.00%
57.0 A
5000
st 11980 20.00 20.20 20140
141.1 183 2 . X X .
J, i Ly - ) m/z 71.10 76.34%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 RN AR AR DA B
mmmmmmmm
99.0 m/z 43.10 55.91%
27,0| ‘ I I H , 1410 1830 225.0 281.0 337.0  394.0
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance
57.0
11980 20.00 20.20 20140
5000 m/z 85.10 54 _70%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl- e RREEEE B
57.0 19.80 20.00 20.20 20.40
m/z 55.05 22 .13%
o ‘WJ*\’UW
99.0
. ‘ by 1410 1830 Paee0 3080 gs20 0 T
m/z--> 50 100 150 200 250 300 350 1980 2000 2020 2040
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 2H-1-Benzopyran-6-ol, 3,4-d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.31 2.85 ng 67351 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran-6-ol. 3.4-dihvdr... 402 C27H4602 000119-13-1 94
2 Phenvlpropionic acid. .alpha.-am... 239 C12H17NO4 067409-05-6 27
3 2-Amino-2.4.6-cvcloheptatriene-1... 137 C7H7NS 003336-99-0 27
4 6-Amino-2.4-dimethvIiphenol 137 C8H11NO 041458-65-5 27
5 4-Dimethylaminopyridin-2-amine 137 C7H11N3 050426-31-8 27
Abundance Scan 3124 (20.312 min): BF095325.D (-3120) (-) m/z 137.00 100.00%
137.0
177.1
5000
571 95.1 I
20.00 20.20 20.40 20.60
m/z 177.10 73 .54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213182: 2H-1-Benzopyran-6-ol, 3,4-dihydro-2,8-dimethyl-2-...
137.0
5000 402.0 LA L L L L L L L L
43.0 177.0 20.00 20.20 20.40 20.60
m/z 402.40 58.30%
J‘ L‘M830‘ oo L\ . | 207.0 246.0 288.0 327.0359.0
m/z--> 100 150 260 250 300 350 400
Abundance
137.0
20.00 20.20 20.40 20.60
5000 m/z 252.10 56.28%
74.0
43.0 106.0 167.0 239.0
m/z--> " s0 100 150 200 250 300 350 400
Abundance #16701: 2-Amino-2,4,6-cycloheptatriene-1-thione
137.0 20.00 20.20 20.40 20.60
m/z 138.00 43.21%
5000
93.0
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 10 _.gamma.-Tocopherol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.70 5.36 ng 126915 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.agamma.-Tocopherol 416 C28H4802 007616-22-0 95
2 Benzenepropanenitrile., 3.4-dimet... 191 C11H13NO2 049621-56-9 50
3 p-tert-Octvilresorcinol 222 C14H2202 028122-52-3 43
4 4H-1.3.2-Dioxaborin. 6-ethenvl-2... 208 C12H21B02 074630-05-0 40
5 Benzene, 1-[(2-bromophenoxy)meth... 322 C15H15Br03 1000115-65-9 37
Abundance Scan 3190 (20.700 min): BF095325.D (-3186) (-) m/z 151.10 100.00%
15{.1
5000
191.1 416.4 AT T T
43.1 ' 20.40 20.60 20.80 21.00
107.0
S IR et tor W BNV :l, 2res2 b m/z 416.35 24.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218066: .gamma.-Tocopherol
151.0
5000 UL B
416.0 20.40 20.60 20.80 21.00
m/z 150.05 20.22%
191.0
3 OH 7501070 | 255.0288.0 330.0 373.0 |
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
151.0
20.40 20.60 20.80 21.00
m/z 191.10 19.84Y%
5000 191.0 o
10 650 107.0
mz-> 50 100 150 200 250 300 350 400
Abundance #79196: p-tert-Octylresorcinol  EEmE R !
151.0 20.40 20.60 20.80 21.00
m/z 152.05 15.78%
5000
57.0
18.0 | 107.0 22? 0
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 11 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.81 12.86 ng 304190 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3209 (20.812 min): BF095325.D (-3205) (-) m/z 57.10 100.00%
57.1
%t 20,40 20.60 20.80 21.00 21.20
41.1 . . . .
0 ,ll|, LGS Jor2 2392 asseszre L L T 7. 74%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 BB R
20 40 20. 60 20. 80 21. oo 21. 20
99.0 m/z 43.10 55.30%
27,05 | | | | |} 1830 2250 2820
m/z--> 50 160 150 200 250 300 3%0 '
Abundance
57.0
20,40 20.60 20.80 21.00 21.20
5000 m/z 85.10 53.83%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane T TR
57.0 20.40 20.60 20.80 21.00 21.20
m/z 55.00 21.30%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 12 dl-_alpha.-Tocopherol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.02 5.55 ng 131429 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-.alpha.-Tocopherol 430 C29H5002 010191-41-0 93
2 Vitamin E 430 C29H5002 000059-02-9 93
3 (H)-_.aamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 90
4 Benzenamine. 3-methoxv-2.4.6-tri... 165 C10H15NO 034874-88-9 50
5 9,10-Anthracenedione, 1,2-dimethyl- 236 C16H1202 003285-98-1 43
Abundance Scan 3244 (21.018 min): BF095325.D (-3242) (-) m/z 165.10 100.00%
165.1
5000
4.1 2051 BT ToRleg 2100 2120 2140
79.0 121.1 - 273.0 : : : :
....-|,":..».~, .‘.l.~.,=.'.~~.-,'.'...,..'..,....,....,..I'. m/z 164.10 34.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165.0
5000
20.80 21.00 21.20 21.40
43.0 _ 43001 "m/z 430.35  19.81%
| | 81.0 121.0 | 246.0 288.0 344.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0
20,80 21.00 21.20 21.40
5000 430.0 m/z 166.10 15.67%
30 205.0
1.0 121.0 " 246.0 288.0 344.0 387.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl-
165.0 20.80 21.00 21.20 21.40
430.0 m/z 43.10 14.42%
5000
- 205.0
[ 4 79.0 1210 ‘ | 247.0 288.0 344.0 387.0
m/z--> 5 100 15 200 250 300 350 400 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 13 unknown22.15 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.15 23.42 ng 554275 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 45
2 .beta.-Sitosterol 414 C29H500 000083-46-5 42
3 Phosphinic acid. (2-methviphenvl... 232 C13H1302P 018593-18-5 18
4 Ethanone. 1-(1.2.3.4.7.7a-hexahv... 246 C17H260 032388-58-2 11
51,2,3,4,5,6-Hexahydro-[2,3"]bipy... 344 C19H24N202S 1000304-05-3 11
Abundance Scan 3436 (22.147 min): BF095325.D (-3429) (-) m/z 43.10 100.00%
431
81.1
5000 11 1611 231.2
303.2 AN AR IR B
344.3 381.4414.5 21.80 22.00 22.20 22.40
m/z 55.05 67.52%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 LA AR DU
21.80 22.00 22.20 22.40
m/z 81.10 67.35%
— \‘I 1 IMI ! ‘w:
m/z--> 0 50 1
Abundance
43.0
21'80 22,00 22.20 22.40
5000 81.0 m/z 107 .05 62.08%
145.0 Jiao 214.0
' 255.0 329.0
1130, | 180 289.0 381.0
mz-> 0 55 160 1%0 260 2%0 360 3éo 460
Abundance #87485: Phosphinic acid, (2-methylphenyl)pheny!l- R BE T o
231.0 21.80 22.00 22.20 22.40
m/z 95.10 55.93%
5000 165.0
65.0 }
199
'M¢kadﬁﬁq“”'t'ﬂkﬂ"|""|""w"'|"' LA AR B
mz-> 0 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 14 unknown22.57 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.57 15.78 ng 373462 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 But-3-enal. 2-methvl-4-(2.6.6-tr... 206 C14H220 104900-59-6 46
2 (2)-8-Hvdroxv-4.7-dimethvl-oct-6... 168 C10H1602 106542-12-5 27
3 1.3-Dimethvl-5.7-di-n-propvladam... 248 C18H32 1000215-00-5 27
4 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 015423-57-1 25
5 _gamma.-Elemene 204 C15H24 029873-99-2 25
Abundance Scan 3508 (22.571 min): BF095325.D (-3504) (-) m/z 109.00 100.00%
. 05.2
5000
245.2 313.2
262.0 35?-2 42‘|‘-4 22.20 22.40 22.60 22.80
e L L "m/z 95.05 96.77%
miz--> 50 100 150 200 250 300 350 400
Abundance #66149: But-3-enal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohex...
123.0 206.0
a0 o o
5000 UABRADABRAUNABRUAEEE R
163.0 22120 22.40 22.60 22.80
m/z 107.10 95.21%
Whﬂjnllh... S —
miz--> 50 100 150 200 250 300 350 400
Abundance
55.0  109.0
22.20 22.40 22.60 22.80
m/z 205.20 90.22%
5000
167.0
mz-> 50 100 150 200 250 300 350 400
Abundance #100933: 1,3-Dimethyl-5,7-di-n-propyladamantane R EREE REE S L
205.0 22.20 22.40 22.60 22.80
m/z 121.10 79.66%
5000
107.0
55.0 163.0
.,“NMWW,MJ.‘.;J...,.. ?ﬁ?Q..., e e
miz--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

ﬁ?ggle i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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 15 unknown22.78 Concentration Rank 10

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

22.78 6.88 ng 162849 Perylene-di12 20.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 38

2 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 38

3 2.2.6-Trimethvl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 35
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 25

5 _alpha.-Bulnesene 204 C15H24 1000374-19-9 25
Abundance Scan 3544 (22.782 min): BF095325.D (-3538) (-) m/z 135.10 100.00%

95.0 13b.1 180.2
69.1
5000, 411 218.2
163.1
2431  281.1 NSNS SRS BN S

22.40 22.60 22.80 23.00 23.20
m/z 189.15 98 .96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...
107.0

22. 40 22 60 22. 80 23. OO 23. 20
m/z 95.05 90.86%

5000

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

107.0
41.0 81.0

22.40 22.60 22.80 23.00 23.20

0,
5000 133.0 1610 m/z 81.00 90.33%

189.0

m‘mmwmwwwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... M RERaEE RS e
.0 22.40 22.60 22.80 23.00 23.20

m/z 107.00 89.29%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22. 40 22 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095325.D

Aca On : 22 May 2017 21:06

Operator : SJ/MA

Sample : 13261-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

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

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 16 5-Bromo-4-oxo0-4,5,6,7-tetra...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.84 16.60 ng 392844 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
2 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 47
3 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 43
4 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 42
5 d-Norandrostane (6.alpha.,14.alp... 246 C18H30 1000281-13-8 25

Abundance Scan 3724 (23.841 min): BF095325.D (-3716) (-) m/z 69.10 100.00%
163.1 191.1
2360 23.80 2400
m/z 95.10 90.19%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0 137.0 218.0
5000 LU SUREULI SURELIL UL
78.0 160.0 2360 23.80 24.00
m/z 109.10 82.09%
189.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
o 81.0 109.0 163.0 T
23.60 23.80 24.00
5000 135.0 191.0 m/z 123.05 81.85%
Tﬁm‘mwﬂmmﬂwwmﬁ
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 fJMAN«NVNf”WJ/\VMAMM4AWAM
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene N B
41.0 69.0 23.60 23.80 24.00
109.0 m/z 55.00 67.03%
5000
163.0
136.0 JMM
191.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23160 2380 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052217\

Data File : BF095325.D

Acg On : 22 May 2017 21:06

Operator : SJ/MA

3?22'6 i 13261-01 NCC-BUCK-3-1
ALS Vial : 19 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... 5.12 8.1 ng 186960 1 7.76 462878 20.0
unknown7 .42 7.42 89.7 ng 2075430 1 7.76 462878 20.0
n-Hexadecanoic acid 15.97 5.5 ng 132157 4 15.01 482122 20.0
Nonahexacontanoic... 18.57 2.2 ng 62475 5 18.68 564243 20.0
Hexacosane 19.36 2.3 ng 63913 5 18.68 564243 20.0
unknown19.97 19.97 13.3 ng 314747 6 20.36 473258 20.0
Octacosane 20.08 12.1 ng 286322 6 20.36 473258 20.0
2H-1-Benzopyran-6... 20.31 2.9 ng 67351 6 20.36 473258 20.0
-gamma.-Tocopherol 20.70 5.4 ng 126915 6 20.36 473258 20.0
Eicosane 20.81 12.9 ng 304190 6 20.36 473258 20.0
dl-_alpha.-Tocoph... 21.02 5.5 ng 131429 6 20.36 473258 20.0
unknown22 .15 22.15 23.4 ng 554275 6 20.36 473258 20.0
unknown22 .57 22 .57 15.8 ng 373462 6 20.36 473258 20.0
unknown22 .78 22.78 6.9 ng 162849 6 20.36 473258 20.0
5-Bromo-4-oxo0-4,5... 23.84 16.6 ng 392844 6 20.36 473258 20.0
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