LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample : H4348-01

Misc :

ALS Vial : 16 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-BF080416.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 4.639 264 267 283 rBV 81767 165404 11.63% 1.645%
2 5.324 325 327 350 rBV 204477 448680 31.54% 4_.463%
3 6.970 470 471 479 rBV2 115463 268638 18.88% 2.672%
4 7.085 479 481 503 rVvB 678387 1020114 71.71% 10.148%
5 7.439 510 512 530 rBV2 116046 238890 16.79% 2.376%
6 7.679 530 533 549 rBV 639528 927251 65.18% 9.224%
7 8.353 589 592 621 rBV 394926 728500 51.21% 7.247%
8 9.473 687 690 712 rBV 189371 351021 24.68% 3.492%
9 11.245 842 845 848 rBV 870893 1422502 100.00% 14.151%
10 11.942 904 906 915 rBB 36527 52409 3.68% 0.521%
11 12.285 934 936 939 rBV 275480 410305 28.84% 4.082%
12 12.399 944 946 949 rVB 16601 17632 1.24% 0.175%
13 12.879 980 988 998 rBV 248611 687095 48.30% 6.835%
14 13.154 1009 1012 1014 rVB 21034 27323 1.92% 0.272%
15 13.508 1039 1043 1047 rBvV 7281 18393 1.29% 0.183%
16 13.577 1047 1049 1058 rBvV 555613 826297 58.09% 8.220%
17 13.920 1073 1079 1087 rBvV2 24627 51248 3.60% 0.510%
18 14.685 1144 1146 1155 rVB 292409 408972 28.75% 4.068%
19 15.691 1232 1234 1245 rBvV 42207 81097 5.70% 0.807%
20 16.800 1328 1331 1340 rBV 14251 31718 2.23% 0.316%
21 17.051 1350 1353 1370 rBV 984566 1204854 84.70% 11.986%
22 18.331 1462 1465 1468 rBV 25569 59145 4.16% 0.588%
23 18.377 1468 1469 1476 rVB 226532 331022 23.27% 3.293%
24 19.543 1568 1571 1573 rBV 21400 29014 2.04% 0.289%

25 20.046 1612 1615 1624 rBV 149211 244927 17.22% 2.436%

Sum of corrected areas: 10052451
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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:\HPCHEM1I\BNA F\DATA\BF080416\

BF089608.D

5 Aug 2016 2:26

UM/SsJ

H4348-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 4

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

4.64 13.85 ng 165404 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 267 (4.639 min): BF089608.D (-264) (-) m/z 43.10 100.00%
a3
59
5000
101 IRREE AR AR RN R
51| 83 440 4.60 4.80 5.00
T e S — m/z 59.10 60.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- j\\
43
5000 AN LS UL LN LA
59 440 460 480 500
m/z 101.10 22 .74%
”I"”I"”?%'”\u'”I"“I"”I"”I§?”I??'}ﬁ%"P"'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 4.80 500
5000 41 m/z 58.10 16.01%
31
69 87
15 51 98
mmwwmwwmwm
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 e
50 440 4.60 4.80 5.00
m/z 41.10 10.12%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?“l HRREE UL L RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 unknown7.08 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.08 85.40 ng 1020110 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 481 (7.085 min): BFO89608.D (-479) (-) m/z 132.00 100.00%
5000 68
40 54 % J 680 7.00 7.20 7.40
Jrer lws W w/Z 68.10 46.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.80 7.00 7.20 7.40
51 78 m/z 134.00 31.76%

31

ey
m/z--> 40 60 80 100 120 140 160 180
Abundance

132

6.80 7.00 7.20 7.40

5000 m/z 66.10 29.05%
33 44 o 105
60 ™" 80 115
B e o e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A EEmEa mat R
57 132 680 700 720 740
24 m/z 69.10 18.39%
5000 98 116
S A A2 Y S N
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.88 33.49 ng 687095 Acenaphthene-d10 12.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Maltose 342 C12H22011 000069-79-4 50
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 43
Abundance Scan 988 (12.879 min): BF089608.D (-980) (-) m/z 73.10 100.00%
60 7B
41
5000
129
157 UL SRS BN RN U
I || |h | 143 171 200 12.60 12.80 13.00 13.20
el sl '..w..w.“...pu..,.J.,..”,.. m/z 60.10 85.64Y%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61117. Dodecanoic acid
60 73
43
5000
29 129 12.60 12.80 13.00 13.20
‘ ‘ 1m.ﬂ5 ]A31571”_ 200 m/z 41.10 60.44Y%
‘\ ‘l‘u‘uu‘ “:‘:: M‘ H\ |‘i| |‘||‘i‘|||||||‘||]|-8|3||||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
41 60 73
12.60 12.80 13.00 13.20
5000 29 m/z 43.10 59.41%
129 143
16 101 115 157 186
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30178: Nonanoic acid
60 12.60 12.80 13.00 13.20
73 m/z 55.10 55.35%
5000
41
29 gg 115 129 k
87
0 W P G S
m/z--> 20 40 60 80 100 120 140 160 180 200 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 5 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.51 ng 51248 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tetradecane 198 C14H30 000629-59-4 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 1079 (13.920 min): BF089608.D (-1073) (-) m/z 57.05 100.00%
57
5000 85
| 99 13.60 13.80 14.00 14.20
e e e S e M/ 43.10 75.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & UL U SURR SRR
g5 13.60 13.80 14.00 14.20
29 m/z 71.10 72.10%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 48 .27%
29
15 9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #71394: Pentadecane
43 5 13.60 13.80 14.00 14.20
m/z 41.10 43.27%
5000 oo
29 9
1 l | 118 127 141155168 187 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 6 Undecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.69 3.97 ng 81097 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 _beta.-D-Glucopyranoside, methyl... 292 C14H2806 1000157-04-9 50

Abundance Scan 1234 (15.691 min): BF089608.D (-1232) (-) m/z 73.00 100.00%
43 3
60
5000
5 129 R R e R
| T| 97 115 149 171 185 213 15.40 15.60 15.80 16.00
SN N 1 PO It LT =N m/z 43.10 85.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60 73
5000 43
15.40 15.60 15.80 16.00
29 85 129 156 m/z 60.00 76.28%
97 115
el | l .H.Jww.,\u\\...u,w...w.,:‘\...,\...1?,7.1?9.,.w...,....,
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
60 73
R RR RS ma e
43 15.40 15.60 15.80 16.00
5000 m/z 55.10 68.82%
129
29 85 157 200
101 115 171
18 143 183
B LR Mt o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72684: n-Capric acid isopropy! ester e
43 15.40 15.60 15.80 16.00
m/z 41.10 68.26%
5000 27 60
73 102
129 155 173
— .U:‘. Al BT L s T aas T T 199 214 SN S W SN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089608.D

Aca On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.54 2.37 ng 29014 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 90
3 Supraene 410 C30H50 007683-64-9 90
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
Abundance Scan 1571 (19.543 min): BF089608.D (-1568) (-) m/z 69.10 100.00%
69
5000
41 95 IUNAUUVRR U IR
| 137 19.20 19.40 19.60 19.80
e m/z 81.10 59.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 IUNAUMUVRER U IR
a1 19:20 19:40 19.60 19.80
95 m/z 41.10 24 _.99%
oy M ﬂly ﬂ‘lﬁl 191 231 273299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.20 19.40 19.60 19.80
50001 41 m/z 95.10 17.12%
® 121
149 177 205905045 273 299 342
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A R Ea
69 19.20 19.40 19.60 19.80
m/z 137.10 14.04%
5000
41
’ 95 137
L yiaag | 163 191 217 245 273 209 341 367 410

m/z--> 50 100 150 200 250 300 350 400 19 20 19. 40 19. 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080416\
Data File : BF089608.D

Acq On > 5 Aug 2016 2:26

Operator : UM/SJ

Sample - H4348-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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... 4.64 13.9 ng 165404 1 7.44 238890 20.0
unknown?7 .08 7.08 85.4 ng 1020110 1 7.44 238890 20.0
Dodecanoic acid 12.88 33.5 ng 687095 3 12.29 410305 20.0
Hexadecane 13.92 2.5 ng 51248 4 14.69 408972 20.0
Undecanoic acid 15.69 4.0 ng 81097 4 14.69 408972 20.0
Squalene 19.54 2.4 ng 29014 6 20.05 244927 20.0
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