LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 52 rVB 2989037 8504743 100.00% 19.797%
2 4 _.559 257 260 275 rVB 408956 697014 8.20% 1.623%
3 5.039 298 302 304 rBVY 2195138 3242863 38.13% 7 .549%
4 6.136 394 398 400 rBVY 2462271 3559867 41.86% 8.287%
5 6.239 404 407 409 rBV 3117522 3239679 38.09% 7.541%

6.467 425 427 430 rBvV 878256 807441 9.49% 1.880%
6.627 438 441 443 rBV 2813895 2606020 30.64% 6.066%
7.039 475 477 480 rBV 1549225 1979510 23.28% 4.608%
7.176 487 489 498 rVB 56578 104288 1.23% 0.243%
7.759 537 540 542 rBV 1170031 1110080 13.05% 2.584%

=
QO ~NO®

11 8.845 632 635 637 rBVY 3053105 3815066 44.86% 8.881%
12 9.245 667 670 672 rBV 1158125 1292647 15.20% 3.009%
13 9.496 690 692 695 rvB 1252389 1264146 14.86% 2.943%
14 10.285 758 761 764 rBV 2148997 2360514 27.76% 5.495%
15 10.433 770 774 778 rBV 109599 142069 1.67% 0.331%

16 10.971 818 821 823 rBV 1373562 1374965 16.17% 3.201%
17 11.233 841 844 848 rBV 70840 94005 1.11% 0.219%
18 11.531 868 870 878 rBvV3 84022 149624 1.76% 0.348%
19 12.559 957 960 962 rBV 3293001 3640261 42.80% 8.474%
20 13.474 1037 1040 1047 rBvV 227317 364958 4._.29% 0.850%

21 13.577 1047 1049 1052 rBV 1155483 1329225 15.63% 3.094%
22 14.445 1123 1125 1128 rVB 131632 138710 1.63% 0.323%
23 14.902 1162 1165 1167 rBV 1020379 1141059 13.42% 2.656%

Sum of corrected areas: 42958754
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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\

BF090257.D

27 Sep 2016 17:43

UM/SsJ

H4933-07

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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\BF092716\
Data File : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 17.26 ng 697014 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 260 (4.559 min): BF090257.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 SN I
420 4.40 4.60 4.80
N 51 Al | 8|3 | 0
S R R SR AN ARAR ARARA RARSA RARAN AARAN AALA SALRS ARSI RARRY m/z 59.10 65.64%
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 R I
59 420 440 460 480
m/z 101.10 25.47%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
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 17.74%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R  Essasaaasn s , .
43 420 440 4.60 4.80

m/z 41.10 8.77%

5000
101
15 58
S - N7

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 3 unknown6.24 Concentration Rank 2

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

6.24 80.25 ng 3239680 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 407 (6.239 min): BF090257.D (-404) (-) m/z 132.10 100.00%
132
5000 68
e 600 620 640 6.60
40 ,, 54 | 75 104 : : : :
o..,....,....,....,".'.‘.‘7.,....??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 41.03%
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
5000 67 A A LRSS L L
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.10 33.40%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 25.23%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R aa

132 6.00 6.20 6.40 6.60
m/z 96.10 16.08%

97
5000
70
52
31 44 60 ‘ 78 g 105 116 ‘

o) AN NI VM S IPUMBEA S AN -GMMMTIND [| B, SRR § S

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 5 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.07 ng 142069 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 774 (10.433 min): BF090257.D (-770) (-) m/z 57.10 100.00%
57
5000 85
4 ) WS A T
113 10.20 10.40 10.60 10.80
o...,....-,|'...|,..|:.,1....'|,..:'.,.-..1.‘,‘9.1.?5.... e | M7z 71.10  73.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 RN SUULN IV BN R
4 mmmmmmmm
m/z 43.10 60.61%
I L .
m/z--> 25 40 éo 85 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
1020 10.40 10.60 10.80
5000 85 m/z 85.10 48 _.69%
41
183
o 3109 155 310
mmwﬁwwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane AR E B e e S
57 10.20 10.40 10.60 10.80
m/z 41.10 25.96%
5000 85
4
m/z--> 20 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 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 : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 6 unknownl11.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.18 ng 149624 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
2 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 30
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 30
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 30
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 25
Abundance Scan 870 (11.531 min): BF090257.D (-868) (-) m/z 73.10 100.00%
73
43 0
5000
97 129 I A NG
115 T T I I T
143157171185 213 11.20 11.40 11.60 11.80
o} m/z 60.10 78.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95994: 1-Decanol, 2-hexyl-
57
71
5000 U SRR DU S B
nmnmumum
m/z 43.10 72.69%
154168182196 210 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41
LA e B
57 11.20 11.40 11.60 11.80
5000 m/z 57.10 70.15%
71
85
27
o 98 111125139 269
L R R B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119525: 1-Decanoal, 2-octyl- N R R

11.20 11.40 11.60 11.80
m/z 55.05 56.95%

5000

111
8

?

125
139 154 168 182196 210 224 233252
T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 7 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.49 ng 364958 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1040 (13.474 min): BF090257.D (-1037) (-) m/z 83.10 100.00%
57
5000 111
3 139 13.20 13.40 13.60 13.80
0 m/z 97.10 89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l
13.20 13.40 13.60 13.80
m/z 57.10 86.89%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 79.50%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene
4 13.20 13.40 13.60 13.80

m/z 55.10 73 .57%

5000
125

154 182 210 238 266
e o L RRRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF090257.D

Aca On 27 Sep 2016 17:43

Operator : UM/SJ

Sample = H4933-07

Misc :

ALS Vial : 10 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 8 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.45 2.43 ng 138710 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53

Abundance Scan 1125 (14.445 min): BF090257.D (-1123) (-) m/z 69.10 100.00%

69
5000

41 L L L B B B
[ Lo 1o - 14.20 14.40 14.60 14.80
Al

o,”.Jm s . | | m/z 81.10 53.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000

14.20 14.40 14.60 14.80
41 m/z 41.10 19.45%

o ) ‘\FM“A 191 231 273301 341368 410
et b T R T e T [T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

69

14.20 14. 40 14. 60 14.80

so00l 4L m/z 95.10 12.81%
137
o 109 191 231 273 341368 410
A -
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69 14.20 14.40 14.60 14.80
m/z 68.10 11.54%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
N Mt S A D
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BF090257.D

Acq On 27 Sep 2016 17:43

Operator : UM/SJ

Sample - H4933-07

Misc :

ALS Vial : 10 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .56 17.3 ng 697014 1 6.47 807441 20.0
unknown6 .24 6.24 80.3 ng 3239680 1 6.47 807441 20.0
Heptadecane 10.43 2.1 ng 142069 4 10.97 1374970 20.0
unknownl1l1.53 11.53 2.2 ng 149624 4 10.97 1374970 20.0
n-Tetracosanol-1 13.47 5.5 ng 364958 5 13.58 1329230 20.0
Supraene 14 .45 2.4 ng 138710 6 14.90 1141060 20.0
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