LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 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-BF092016.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 1.644 4 5 55 rvB 3100099 8842945 100.00% 19.222%
2 4 _.558 257 260 273 rBV 421311 754824 8.54% 1.641%
3 5.039 298 302 304 rBVY 2283039 3473536 39.28% 7 .551%
4 6.136 394 398 400 rBVY 2398367 3748188 42.39% 8.148%
5 6.239 404 407 409 rBVY 3235289 3461684 39.15% 7.525%

6.467 425 427 430 rBvV 904521 830026 9.39%% 1.804%
6.627 438 441 443 rBV 2790394 2756354 31.17% 5.992%
7.039 474 477 480 rBV 1615963 2128273 24.07% 4.626%
7.176 486 489 495 rvVB 59421 117496 1.33% 0.255%
7.759 537 540 542 rBV 1166821 1142085 12.92% 2.483%

=
QO ~NO®

11 8.845 631 635 637 rBVY 3433750 4316252 48.81% 9.382%
12 9.245 667 670 672 rBV 1502493 1622959 18.35% 3.528%
13 9.496 690 692 695 rVvB 1292453 1336614 15.12% 2.905%
14 10.285 758 761 764 rBV 2246016 2629436 29.73% 5.716%
15 10.433 770 774 778 rBV 130342 187723 2.12% 0.408%

16 10.971 818 821 823 rBV 1398004 1418347 16.04% 3.083%
17 11.233 841 844 848 rBV 60221 90970 1.03% 0.198%
18 11.531 868 870 877 rBv3 196586 316238 3.58% 0.687%
19 12.559 957 960 962 rBV 3432178 3914508 44.27% 8.509%
20 13.462 1037 1039 1047 rBV 255497 427573 4.84% 0.929%

21 13.576 1047 1049 1059 rVV 1234688 1340983 15.16% 2.915%
22 14.445 1123 1125 1127 rVB 106025 106134 1.20% 0.231%
23 14.902 1162 1165 1167 rBV 880470 1040503 11.77% 2.262%

Sum of corrected areas: 46003651
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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\BF092716\

BF090258.D

27 Sep 2016 18:10

UM/SsJ

H4933-03

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 18.19 ng 754824 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 260 (4.558 min): BF090258.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 S NG
83 420 4.40 4.60 4.80
o...,....,....,....I,'::..?.l.~:.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 65.18%
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
5000 A I L AL I
59 420 440 460 480
m/z 101.10 24 .99%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 17.76%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one
43 420 4.40 4.60 4.80

m/z 41.10 9.14%

5000
55
27
15
ol esn 8 o8

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 3 unknown6.24 Concentration Rank 2

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

6.24 83.41 ng 3461680 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 407 (6.239 min): BF090258.D (-404) (-) m/z 132.10 100.00%
132
5000 68
75 e " 6.00 620 6.40 6.60
40 ,, 54 | 104 : . : :
0 ..,....,....,...:,".'.‘.‘?,:.'..??:.-.',..':.,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 41.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LN ISR UL LN I
6.00 6.20 6.40 6.60
78 m/z 134.10 33.82%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 6.00 620 6.40 6.60
5000 m/z 66.10 25.23%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 N
Abundance #14144: 5-Fluoro-2-chloropyrimidine e R Rmaas o

132 6.00 6.20 6.40 6.60
m/z 69.10 16.14%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.18 2.06 ng 117496 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 42
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 25

Abundance Scan 489 (7.176 min): BF090258.D (-486) (-) m/z 73.10 100.00%
7B
5000 /\\J\‘
41
101 RS s S
m‘” | 680 700 720 740 760
] Y m/z 88.10 86.06%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000 N R LR AR
41 6.80 7.00 7.20 7.40 7.60
101 m/z 57.05 30.51%
ol 191 Ul 4 1 i
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.10 29.12%
69
ob—d iy 0 | 109 135158178 214 247 272294313 35
m/z--> 50 100 150 200 250 300 350
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88 6.80 7.00 7.20 7.40 7.60
m/z 87.10 23.25%
5000
45
0 T || 119 145 176
UL IR WL L AL L L L L rrrrrTyrTTTT T TT T T T
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.65 ng 187723 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 774 (10.433 min): BF090258.D (-770) (-) m/z 57.10 100.00%
5
5000
® 1030 1040 1060 1030
o m/z 71.10 T2.77%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57
5000 LRI SUULN IUGURN BUULRN R
10,20 10.40 10.60 10.80
99 m/z 43.10 61.45%
ol e 20
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
'~ 10.20 10.40 10.60 10.80
5000 m/z 85.10 47 _.37%
97
o 141 183 225 267 309 351 393 463 505 561 603
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane e AR
57 10.20 10.40 10.60 10.80
m/z 41.10 23 .55%
5000

99
26 ] |, 141 183 225 267 338

N L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.53 4_.46 ng 316238 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 30
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 870 (11.531 min): BF090258.D (-868) (-) m/z 73.10 100.00%
43 60 &
5000
129
o 15 157171185 1 g 213 11.20 1140 11.60 11.80
143 199 : : : :
A — 2 = m/z 60.10  79.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
50001 29
11.20 11.40 11.60 11.80
o7 129 256 m/z 43.10 78.57%
ol il AL 115 | 143157171185199 %13 207
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
. 11.20 1140 11.60 11.80
5000 m/z 57.10 71.59%
o 129 242
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester A B S
43 57 11.20 11.40 11.60 11.80
n m/z 55.10 56.79%
5000
11,
o 9 | 141155169183197 224 253 269
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 11'20 11. 40 11. 60 11|8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.46 6.38 ng 427573 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1039 (13.462 min): BF090258.D (-1037) (-) m/z 83.10 100.00%

5000

13.20 13.40 13.60 13.80
m/z 57.10 98.25%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol

55 83

-

5000 LA L L L LB L LB
13.20 13.40 13.60 13.80
m/z 55.10 88.61%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
5000 m/z 69.10 85.10%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e BB mEEe
56 13.20 13.40 13.60 13.80
m/z 43.10 82.68%
5000
29 139
o b 167182 210 238 264280 308
e e i e e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090258.D

Aca On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample : H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : 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 9 Supraene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.45 2.04ng 106134  Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraene 410 C30HS0 007683-64-9 91

000111-02-4 91
035387-63-4 53
003974-79-6 53

2 Saualene 410 C30H50
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3

5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 1125 (14.445 min): BF090258.D (-1123) (-) m/z 69.10 100.00%
69
5000 ﬁ
Tl m 1420 1440 14.60 14.80
149 . . . .
175
Ok .|',-'.' pd oy g 1Ts 200 2er 0 h7z 81.10  53.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA L L L L L L L
14.20 14.40 14.60 14.80
41 m/z 41.10 19.62%
95 137
0 U, L0117 | 163 191 217 245 273299 341 367 410
e e e T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R LA e
14.20 14.40 14.60 14.80
5000 41 m/z 95.10 14.43%
9% 137
0 117 161 191 217 273 299 341 367 410
— T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl- R e EA.
69 14.20 14.40 14.60 14.80
m/z 68.10 11.19%
41
5000
95 123
g e e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090258.D

Acq On : 27 Sep 2016 18:10

Operator : UM/SJ

Sample - H4933-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.56 18.2 ng 754824 1 6.47 830026 20.0
unknown6 .24 6.24 83.4 ng 3461680 1 6.47 830026 20.0
Hexanoic acid, 2-... 7.18 2.1 ng 117496 2 7.76 1142090 20.0
Heptadecane 10.43 2.6 ng 187723 4 10.97 1418350 20.0
n-Hexadecanoic acid 11.53 4.5 ng 316238 4 10.97 1418350 20.0
1-Heneicosanol 13.46 6.4 ng 427573 5 13.58 1340980 20.0
Supraene 14 .45 2.0 ng 106134 6 14.90 1040500 20.0
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