LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF080116\

Data File : BF089509.D

Aca On : 1 Aug 2016 14:06

Operator : UM/SJ

a?zgle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 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-BF072716.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 1.655 4 6 42 rVB 707163 1870222 100.00% 14.480%
2 4_.570 258 261 273 rVB 214913 387216 20.70% 2.998%
3 5.050 301 303 326 rBV 935891 1213835 64.90% 9.398%
4 6.147 397 399 401 rBVY 1136725 1272207 68.02% 9.850%
5 6.250 406 408 410 rBV 1308912 1353239 72.36% 10.477%

6.479 426 428 439 rVB 217939 234578 12.54% 1.816%
6.639 439 442 444 rBV 725678 970583 51.90% 7.515%
7.050 476 478 489 rBvV 571881 796494 42 _.59% 6.167%
220361 303774 16.24% 2.352%
8.845 632 635 638 rBVY 1378249 1327187 70.96% 10.275%
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11 9.245 668 670 673 rBvV 206294 177939 9.51% 1.378%
12 9.508 691 693 695 rBvV 435504 384013 20.53% 2.973%

13 9.965 731 733 735 rVB 31444 24503 1.31% 0.190%
14 10.182 749 752 755 rBV 11053 19763 1.06% 0.153%
15 10.296 760 762 764 rBV 606490 653243 34.93% 5.058%
16 10.433 772 774 778 rBV 40006 41586 2.22% 0.322%
17 10.982 819 822 824 rBV 319079 344919 18.44% 2.670%
18 11.542 869 871 875 rBV 15414 21856 1.17% 0.169%
19 12.319 936 939 945 rBV 17578 25067 1.34% 0.194%
20 12.559 958 960 963 rBvV 800311 926183 49.52% 7.171%
21 13.474 1038 1040 1045 rBV 40265 57882 3.09% 0.448%
22 13.599 1049 1051 1059 rBV 247218 254931 13.63% 1.974%
23 14.457 1123 1126 1128 rBV 60846 68308 3.65% 0.529%

24 14.925 1165 1167 1170 rBV 169077 186562 9.98% 1.444%

Sum of corrected areas: 12916090
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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\BF080116\

BF089509.D

1 Aug 2016 14:06

UM/SsJ

H4285-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

AB-SLOPE(0-4)K
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089509.D

Aca On : 1 Aug 2016 14:06

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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_.57 33.01 ng 387216 1,4-Dichlorobenzene-d4 6.48
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-dimethv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
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 261 (4.570 min): BF089509.D (-258) (-) m/z 43.10 100.00%
48
59
5000
101 S "
51 | 83 | 420 440 460 480 500
o) SN 5 P A m/z 59.10 61.70%
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 AR SR R
59 420 4.40 4.60 4.80 5.00
m/z 101.10 22.01%
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 4.60 480 500
5000 41 m/z 58.10 14.82%
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 I T .
43 4mAM04mAm05m
m/z 41.10 9.22%
5000
101
15 58
28 69 84
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY AR U R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080116\
BF089509.D
1 Aug 2016 14:06
UM/SJ
H4285-01

AB-SLOPE(0-4)K

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

3 unknown6.25 Concentration Rank 2

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

6.25 115.38 ng 1353240 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 408 (6.250 min): BF089509.D (-406) (-) m/z 132.00 100.00%
5000 68
40 % J 600 620 6.40 6.60
54 : . . .
ol Qe [ eus W Wiz 68.10  42.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.97%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 6.40 6.60
5000 m/z 66.10 27 .40%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.34%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089509.D

Aca On : 1 Aug 2016 14:06

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.41 ng 41586 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 774 (10.433 min): BF089509.D (-772) (-) m/z 57.10 100.00%
57
43 71
5000 85
99 RSN AN AR NS
113127 1020 1040 1060 1080
0! m/z 43.10 67.36%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
85
5000 A UM BN BN S
10.20 10.40 10.60 10.80
29 m/z 71.10 66.88%
99
ot 11127141 155160183 107 268
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance
4357
71 10.20 10.40 10.60 10.80
5000 a5 m/z 85.05 45 _.37%
29
99
o 113127141155169 198
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 10.20 10.40 10.60 10.80
57 m/z 41.10 36.88%
71
5000 85
0 29 | “ ‘ ?\ 1131?7141155168 197 231 261
m/z--> 2'0 4'0 6|O 80 100 120 140 1('30 180 200 220 240 2('30 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089509.D

Aca On : 1 Aug 2016 14:06

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 3-Chloropropionic acid, hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.47 4_.54 ng 57882 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1040 (13.474 min): BF089509.D (-1038) (-) m/z 83.10 100.00%

5000

IIIIIIIIIIIAIIIIIIII

13.20 13.40 13.60 13.80

0 m/z 57.10 96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
43 57 8
97
0
5000
13.20 13.40 13.60 13.80
m/z 55.05 92.57%
o M I M‘ L 199 154167 182 196 210 225238251
AN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 S B A RS B am s
97 13.20 13.40 13.60 13.80
5000 70 m/z 43.05 92.25%
29 111
25
o 139153167182 210
A B e B R A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B ma e
43 57 13.20 13.40 13.60 13.80
83 m/z 69.10 91.36%
97
5000
29
o Il | “M 139153167181 196 224
- T I TrTrT I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80

8270-BF072716.M Tue Aug 02 17:13:24 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089509.D

Aca On : 1 Aug 2016 14:06

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.46 7.32 ng 68308 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 90
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 1126 (14.457 min): BF089509.D (-1123) (-) m/z 69.10 100.00%
69
5000
Tl 40 1410 140 1450
191 : : : :
ob byl p et | w/z 81.10 55.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 L B B B B
a1 14.20 14.40 14.60 14.80
R m/z 41.10 23.52%
ol ‘ e 4 .““,W.”. ol I 281 278209 341367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 m/z 95.10 15.65%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
R R A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69 14.20 14.40 14.60 14.80
m/z 68.10 13.66%
5000 41
95
121
0 “x‘L\ d A H A7 205225245 273 299 342
m/z--> 50 100 150 260 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\

Data File : BF089509.D

Acg On : 1 Aug 2016 14:06

Operator : UM/SJ

a?ggle i H4285-01 AB-SLOPE(0-4)K
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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_57 33.0 ng 387216 1 6.48 234578 20.0
unknown6 .25 6.25 115.4 ng 1353240 1 6.48 234578 20.0
Nonadecane 10.43 2.4 ng 41586 4 10.98 344919 20.0
3-Chloropropionic... 13.47 4.5 ng 57882 5 13.60 254931 20.0
Squalene 14 .46 7.3 ng 68308 6 14.93 186562 20.0
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