LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 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-BF052316.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 44 rVB 1661300 3048789 74.54% 8.607%
2 4.799 279 281 296 rBV 179508 497106 12.15% 1.403%
3 5.461 336 339 357 rBVY 2642583 4019982 98.28% 11.348%
4 7.096 479 482 485 rBV 2332681 4021554 98.32% 11.353%
5 7.187 487 490 503 rVB 2971789 4090401 100.00% 11.547%

7.519 517 519 524 rBV 546422 705433 17.25% 1.991%
7.759 537 540 543 rBV 2317342 2964013 72.46% 8.367%
8.445 596 600 602 rBV 1770967 2610815 63.83% 7.370%
665444 845820 20.68% 2.388%
11.336 849 853 855 rBvV 3005795 3878876 94.83% 10.950%
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11 12.022 910 913 916 rBV 569904 858738 20.99% 2.424%
12 12.376 941 944 955 rVB 612841 817456 19.98% 2.308%

13 13.222 1015 1018 1020 rVB 34872 47581 1.16% 0.134%
14 13.679 1055 1058 1065 rBV 1546231 2057798 50.31% 5.809%
15 13.988 1083 1085 1090 rBV 54596 88667 2.17% 0.250%
16 14.720 1146 1149 1151 rBV 32957 41430 1.01% 0.117%

17 14.777 1151 1154 1160 rVB 524258 694578 16.98% 1.961%
18 17.131 1357 1360 1363 rBV 2315959 2809536 68.69% 7.931%
19 18.377 1467 1469 1475 rBV 64654 103322 2.53% 0.292%
20 18.468 1475 1477 1480 rVvVv 470345 619408 15.14% 1.749%

21 18.537 1480 1483 1487 rVB 31636 60619 1.48% 0.171%
22 19.509 1566 1568 1570 rBV 32460 44127 1.08% 0.125%
23 19.611 1574 1577 1579 rBV 43949 59407 1.45% 0.168%

24 20.137 1621 1623 1629 rBV 271460 438248 10.71% 1.237%

Sum of corrected areas: 35423704
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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\BF052516\

BF087395.D

26 May 2016  4:45

UM/SsJ

H3220-02

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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.
480 14.09ng 497106  1,4-Dichlorobenzene-d4 7.52
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 281 (4.799 min): BF087395.D (-279) (-) m/z 43.05 100.00%
43
5000 59
101 RS SARSE SRR NR RN
440 460 4.80 5.00 5.20
Ol eSS & | w/z 59.10 48.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 460 4.80 5.00 5.20
m/z 101.10 13.23%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 4.80 5.00 5.20
5000 57 m/z 58.10 12.77%
29
101 ﬁ\\\
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R o AR
43 440 460 4.80 5.00 5.20
m/z 41.10 10.15%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.19 Concentration Rank 1

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

7.19 115.97 ng 4090400 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 490 (7.187 min): BF087395.D (-487) (-) m/z 132.10 100.00%
132
5000
6.80 7.00 7.20 7.40 7.60
o A E e m/z 68.05 51.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R U A
6.80 7.00 7.20 7.40 7.60
31 51 78 m/z 66.05 35.79%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 134.00 32.92%
70
31
0 44 60 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B E s e SRR
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 22 .03%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 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\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 7
R.T. EstConc Area Relative to ISTD R.T.
13.99 2.55 ng 88667 Phenanthrene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1085 (13.988 min): BF087395.D (-1083) (-) m/z 57.10 100.00%

57
43

5000

-

13.60 13.80 14.00 14.20 14.40
m/z 43.05 81.89%

0 113 127 141

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 71 TTTT LI L L L TT
85 13. 60 13. 80 14. OO 14. 20 14. 40
29 m/z 71.10 49.49%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 13.60 13.80 14.00 14.20 14.40
5000 85 m/z 41.05 43.13%
29
ol 15 9 113 127 141 155 169 198
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R mEE e
43 57 13.60 13.80 14.00 14.20 14.40

m/z 85.10 34.16%

5000
85

29
mdhu\w%mmmm m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20 14.40

o
~
iy
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.38 3.34 ng 103322 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 87
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 83
Abundance Scan 1469 (18.377 min): BF087395.D (-1467) (-) m/z 43.05 100.00%
43
83
5000
e UNUVUR AU SR
6 ﬂ3715g 186 214 18.00 18.20 18.40 18.60
[ A ] it m/z 55.10 88.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 U AR UL UL B
18.00 18.20 18.40 18.60
0
s 5 m/z 57.10 86.22%
0::“|‘|‘|‘ “ ‘\\\\ |‘ |‘||l|||25|5|||||||||||||4|.0|6|
m/z--> 50 200 250 300 350 400
Abundance
43
69 IR RIS SUNIL BRI
97 18.00 18.20 18.40 18.60
5000 m/z 41.10 65.15%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester R AREEE RS RS
57 83 18.00 18.20 18.40 18.60
m/z 83.05 58.95%
5000 111
29
o |139 167 210 238 263
m/z--> 50 100 1%0 200 250 300 350 400 1800 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.51 2.01 ng 44127 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 76
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Octadecanamide 283 C18H37NO 000124-26-5 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Dodecanamide 199 C12H25NO0 001120-16-7 59

Abundance Scan 1568 (19.509 min): BF087395.D (-1566) (-) m/z 59.00 100.00%

9

5000
150 180 210 249 282 355 19.20 19.40 19.60 19.80
0! m/z 72.10 59.11%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA L L L L L L LB BB L |

T T
19.20 19.40 19.60 19.80

41 m/z 55.10 51.98%
o8 | L sese s 220 a3 P
m/z--> 50 100 150 200 250 300 350
Abundance
59
N AR B R
19.20 19.40 19.60 19.80
5000 m/z 41.10 48.96%
41
. 18 86 107 128 156 184 227
e
m/z--> 50 100 150 200 250 300 350
Abundance #130205: Octadecanamide R e R RR B
59 19.20 19.40 19.60 19.80
m/z 43.10 41.88%
5000
4
5, 1% 9 e w0
o—t bttt A B R
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087395.D

Aca On : 26 May 2016 4:45

Operator : UM/SJ

Sample = H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.61 2.71 ng 59407 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 72
2 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl1l4H24 062951-96-6 68
3 Supraene 410 C30H50 007683-64-9 64
4 Dasvcarpidan-1-methanol. acetate... 326 C20H26N202 055724-48-6 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 1577 (19.611 min): BF087395.D (-1574) (-) m/z 69.10 100.00%
60
5000
41
‘ % 121 19.20 19.40 19,60 19.80 20.00
47 174197217 265 : : : : :
0 Illl||l|.l ey l[.ll.llu l:.l'..uu...:!-97””|.l.|” ...3|5.5...|.. m/z 81.10 46.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 AR DA SR SN B
19.20 19.40 19.60 19.80 20.00
a1 . m/z 41.10 29.83%
o L a | M 117 | 161 101 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 RSN
19.20 19.40 19.60 19.80 20.00
5000 m/z 95.10 15.82%
95 123 149 147
O T e ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A EREEEEEES A
69 19.20 19.40 19.60 19.80 20.00
m/z 67.10 13.70%
5000
41
0 { o H ;1] 1 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 19,20 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087395.D

Acq On : 26 May 2016  4:45

Operator : UM/SJ

Sample - H3220-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.80 14.1 ng 497106 1 7.52 705433 20.0
unknown7 .19 7.19 116.0 ng 4090400 1 7.52 705433 20.0
Hexadecane 13.99 2.5 ng 88667 4 14.78 694578 20.0
Heptafluorobutyri... 18.38 3.3 ng 103322 5 18.47 619408 20.0
9-Octadecenamide, ... 19.51 2.0 ng 44127 6 20.14 438248 20.0
Squalene 19.61 2.7 ng 59407 6 20.14 438248 20.0
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