LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.735 11 13 57 rvB 2311614 5645533 84.22% 8.672%
2 4.764 275 278 297 rBVY 765781 1394515 20.80% 2.142%
3 5.210 314 317 319 rBV 4047601 5175065 77.20% 7.950%
4 6.273 406 410 412 rBV 4106751 5486735 81.85% 8.428%
5 6.387 417 420 428 rVB 4746243 5575572 83.18% 8.565%
6 6.513 428 431 438 rVB3 73424 283001 4.22% 0.435%
7 6.616 438 440 447 rBV 1330241 1338144 19.96% 2.056%
8 6.776 451 454 456 rBV 3425935 4274568 63.77% 6.566%
9 7.187 486 490 492 rBV 3091891 3735192 55.72% 5.738%
10 7.610 524 527 530 rBV 93292 205386 3.06% 0.315%

11 7.896 550 552 555 rBV 1271084 1715443 25.59% 2.635%
12 8.353 589 592 594 rBvV 104972 149770 2.23% 0.230%

13 8.399 594 596 601 rVvB 43468 71112 1.06% 0.109%
14 8.719 622 624 627 rBV 41616 76532 1.14% 0.118%
15 8.856 634 636 641 rVvB2 47769 74049 1.10% 0.114%
16 8.982 644 647 650 rvv 5402558 6120456 91.30% 9.402%
17 9.050 652 653 659 rvB 57680 92400 1.38% 0.142%
18 9.279 671 673 675 rBV 76338 77226 1.15% 0.119%
19 9.428 681 686 689 rBvV 54515 90608 1.35% 0.139%

20 9.645 701 705 708 rBV 2108246 2158389 32.20% 3.316%

21 9.851 720 723 728 rBV 95985 190083 2.84% 0.292%
22 10.045 737 740 741 rBV2 135631 137251 2.05% 0.211%
23 10.079 741 743 745 rVV 68613 77580 1.16% 0.119%
24 10.148 748 749 755 rvB2 56038 89613 1.34% 0.138%
25 10.433 771 774 776 rBV 3670212 3993998 59.58% 6.135%

26 10.548 783 784 790 rVB 47321 83456 1.24% 0.128%
27 10.639 790 792 794 rBV 242755 216470 3.23% 0.333%
28 10.993 819 823 826 rBV3 62007 130499 1.95% 0.200%
29 11.119 829 834 836 rBV 2480877 2504368 37.36% 3.847%
30 11.165 836 838 843 rvB2 58138 97600 1.46% 0.150%

31 11.291 846 849 852 rBV 42013 73958 1.10% 0.114%
32 11.359 852 855 860 rBvV 68966 115065 1.72% 0.177%
33 11.519 867 869 872 rVB 156752 154062 2.30% 0.237%
34 11.656 879 881 882 rBV 254334 267241 3.99% 0.411%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.908 901 903 907 rVvB 240753 270857 4._.04% 0.416%

36 12.171 923 926 929 rBV 51010 86685 1.29% 0.133%
37 12.434 947 949 955 rBV 121642 214097 3.19% 0.329%
38 12.548 955 959 961 rvB2 63273 97274 1.45% 0.149%

39 12.605 961 964 967 rvVB2 77439 139284 2.08% 0.214%
40 12.708 969 973 975 rBV 5207370 6703405 100.00% 10.297%

41 13.245 1017 1020 1021 rBV 161256 202565 3.02% 0.311%
42 13.279 1021 1023 1028 rVB2 82231 175277 2.61% 0.269%

43 13.599 1049 1051 1055 rVB2 55792 96732 1.44% 0.149%
44 13.725 1060 1062 1065 rBV 2002137 2310633 34.47% 3.549%
45 13.919 1076 1079 1084 rVB 66203 91288 1.36% 0.140%
46 14.228 1103 1106 1110 rBV 46701 84823 1.27% 0.130%
47 14.365 1117 1118 1121 rVB 79781 121876 1.82% 0.187%
48 14.514 1127 1131 1134 rBV 58843 99647 1.49% 0.153%
49 14.582 1134 1137 1140 rBV 249871 385104 5.74% 0.592%
50 14.811 1154 1157 1160 rBV 67900 98858 1.47% 0.152%

51 15.074 1177 1180 1183 rBV 1546504 1728553 25.79% 2.655%
52 15.131 1183 1185 1190 rVB 82421 132475 1.98% 0.203%

53 15.497 1215 1217 1220 rBvV 65294 90773 1.35% 0.139%
54 15.920 1250 1254 1259 rVB 49947 97750 1.46% 0.150%
Sum of corrected areas: 65098896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089991.D

5000000 6.39

521 6.27]
4000000

6.78
3000000
1.74
2000000
6.62

1000000 4.76

e e B

]
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF089991.D

5000000

4000000 10.43

.19
3000000

11.12
9.64

2000000
7.90
1000000

o L 7.61 86330 8.78.8J Los 9.280.43 9.85194Ha 5 &9.1_85564 10.94&1&2@61,&,\'66 1O 1217 12-:4.325L
! I I

Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF089991.D

5000000

4000000

3000000

2000000 1873
15.07

1000000

14 58
1%% 13.60| 13.92 1423351 14.81 13 1550 15.92
e e R e e L R

I
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

I
17.00 17.50 18.00

8270-BF083116.M Wed Sep 07 08:44:51 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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.

4.76 20.84 ng 1394520 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 278 (4.764 min): BF089991.D (-275) (-) m/z 43.05 100.00%
a3
5000 59 ‘/\\
o1 | e o3 1‘|’1 440 460 480 500
Obrrrrer et e e e m/z 59.10 51.36%
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
59 4.40 4.60 4.80 5.00
m/z 101.10 16.00%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 4.80 5.00
5000 M m/z 58.05 15.25%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R RAREE R R
43 440 4.60 4.80 5.00
m/z 41.05 8.52%
5000 57
29
‘ 101
0'”P'”P”Mﬁ”J““'P“W'”W”7ﬁ””l”””'”P”W'”W””I””I ISR BAREERAREE LUEREE UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 unknown6.39 Concentration Rank 2

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

6.39 83.33 ng 5575570 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 420 (6.387 min): BF089991.D (-417) (-) m/z 132.10 100.00%
132
5000 68
6 rrrrrTyrTTTyTTT T T T T T
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o S 1T Y | o b el || M/Z 68.05 39 80%
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 AR RS RSN SRS A
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.10 33.36%
1 33 ‘
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 6.80
5000 67 m/z 66.10 25.78%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.75%
5000
104
66
oL 14 27 37445158 7 1 89 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 4 unknown6.51 Concentration Rank 6

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

6.51 4.23 ng 283001 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyanic acid, butyl ester 99 C5H9NO 001768-24-7 38
2 (2)-2-Heptene 98 C7H14 006443-92-1 38
3 Isopropylcyclobutane 98 C7H14 000872-56-0 35
4 1-Heptene 98 C7H14 000592-76-7 35
5 2-Heptene 98 C7H14 000592-77-8 30

Abundance Scan 431 (6.513 min): BF089991.D (-428) (-) m/z 57.10 100.00%
41 g7
5000 ‘
AR R e e
114 6.20 6.40 6.60 6.80
0 ..,....,....,....;...? .'!.!,.6.4.”"'- : H" ||-|' e || M7z 41.10  93.94%
m/z--> 10 20 30 40 60 90 100 110 120
Abundance #3489. Cyamc aC|d, butyl ester
41 56
5000 27
6.20 6.40 6.60 6.80
08 m/z 43.10 71.10%
0 H | ‘ ‘\ “ 82 |
"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 10 40 50 60 80 90 100 110 120
Abundance
4 56
6.20 6.40 6.60 6.80
5000 21 6 m/z 56.10 68.88%
98
15 50 63 77 83
G R R RN RS AR RS LR RS AR RRRRS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3336: Isopropylcyclobutane
a1 56 6.20 6.40 6.60 6.80
. m/z 44_.05 59.02%
5000 27
98
83
Unaananas) "llh ....ﬁ.‘..Fﬁ%H '|§?"|"??|" U SRS B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Decanal Concentration Rank 7

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

7.61 2.39 ng 205386 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 2-Octene, (E)- 112 C8H16 013389-42-9 53
3 2-Octene, (2)- 112 C8H16 007642-04-8 50
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 49
5 4-Octene, (E)- 112 C8H16 014850-23-8 46

Abundance Scan 527 (7.610 min): BF089991.D (-524) (-) m/z 41.05 100.00%
Wiy 7

%

5000 70
82
95 112 TTIT T[T T T rrr i rrrrrr
| I| ‘ 128 7.20 7.40 7.60 7.80 8.00
O e m/z 43.10 99 .46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28200: Decanal JAVJ\\$VHWIJ\\V\NN/\x\fvf\
43
57
5000 29 70 SR R IR

7.20 7.40 7.60 7.80 8.00
112 m/z 57.10 92.62%

15 | w

il |, 128138 156
e | TN NS N S i SN,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
41 LN L L B
7.20 740 7.60 7.80 8.00
5000 o m/z 55.05 72.55%
29 112
83
0 15 97
L B B L N B R N R R R R RN E RN RERRERREEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6652: 2-Octene, (Z)- L L B B B B
4 55 7.20 7.40 7.60 7.80 8.00
m/z 44_.05 54 .12%
5000 2 &
112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.13 ng 267241 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 35
Abundance Scan 881 (11.656 min): BF089991.D (-879) (-) m/z 43.10 100.00%
48 60 73
5000 129
97 213 LA IR UL SN B
TS| 4g 187171185 0017 05 11.40 11.60 11.80 12.00
0 m/z 73.05 94 _77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000
11.40 11.60 11.80 12.00
29 m/z 60.00 87.39%
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.'40 11.|60 11.I80 12.'00
5000 129 m/z 57.10 79.73%
9 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R EEERE B L
60 73 11.40 11.60 11.80 12.00
43 m/z 55.10 76.34%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Isopropyl palmitate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.16 ng 270857 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Isopropyl myristate 270 C17H3402 000110-27-0 52
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 52
5 Nonanoic acid, l-methylethyl ester 200 C12H2402 028267-32-5 50
Abundance Scan 903 (11.908 min): BF089991.D (-901) (-) m/z 43.10 100.00%
a3
60
5000 102
| & 129 57 1gs 213 2395 11,60 11,80 12,00 12.20
Ot m/z 60.00 59.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropy! palmitate
43 60
102
5000 RARARAN AR RARRN RARRE

11.60 11.80 12,00 12.20
m/z 57.10 47.73%

o.nﬁiqtu

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
B BAEEa L
11.60 11.80 12.00 12.20
5000 m/z 41.10 43.30%
27 g7 129 013 256
o 58 113 157 185 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119373: Isopropyl myristate R R
43 60 102 11.60 11.80 12.00 12.20
m/z 55.10 37.04%
5000 208
129 211
87 185
0 I AVTE N | 0 ST VAN .- N 1 AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.58 4.46 ng 385104 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl4H24 062951-96-6 72
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 49
Abundance Scan 1137 (14.582 min): BF089991.D (-1134) (-) m/z 69.10 100.00%
60
5000
41 S
9 137 14.20 14.40 14.60 14.80 15.00
Ot L A1 11163189 217 245 3L nsz 81.10  52.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 A ----kTTﬁﬁ T
a1 14.20 14.40 14.60 14.80 15.00
95 m/z 41.10 26.72%
0 ‘ ! H‘\\\\\\\\H\ 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80 15.00
5000 m/z 95.10 13.48%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
L I L L DL L DL UL L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L T
69 14.20 14.40 14.60 14.80 15.00
a1 m/z 137.20 11.49%
5000
95 123
L WP By
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090616\
Data File : BF089991.D

Acq On : 6 Sep 2016 16:37

Operator : UM/SJ

Sample - PB93246BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.76 20.8 ng 1394520 1 6.62 1338140 20.0
unknown6 .39 6.39 83.3 ng 5575570 1 6.62 1338140 20.0
unknown6 .51 6.51 4.2 ng 283001 1 6.62 1338140 20.0
Decanal 7.61 2.4 ng 205386 2 7.90 1715440 20.0
Pentadecanoic acid 11.66 2.1 ng 267241 4 11.12 2504370 20.0
Isopropyl palmitate 11.91 2.2 ng 270857 4 11.12 2504370 20.0
Squalene 14.58 4.5 ng 385104 6 15.07 1728550 20.0
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