LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/1Z

Sample - G4407-02

Misc :

ALS Vial : 14 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-BF110715.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 4.921 243 248 251 rBV 1735588 2149901 31.49%  4.315%
2 5.367 284 287 289 rBV 2833278 3080843 45.12% 6.184%
3 5.756 319 321 324 rBvY 87068 73026 1.07% 0.147%
4 6.396 375 377 380 rBvV 1924604 2135494 31.27%  4.286%
5 6.522 386 388 391 rBV 3934966 4274407 62.60% 8.579%
6 6.750 406 408 410 rBvV 1261694 1031463 15.11% 2.070%
7 6.910 419 422 424 rBV 4704205 4119331 60.33% 8.268%
8 7.322 454 458 460 rBV 3609297 4229793 61.94% 8.490%
9 8.042 518 521 523 rBV 1138807 1296490 18.99% 2.602%
10 9.116 612 615 618 rBVY 4676086 6312530 92.45% 12.670%

11 9.516 647 650 652 rBvY 451332 411169 6.02% 0.825%
12 9.790 671 674 676 rBVY 1691780 1494371 21.88% 2.999%
13 9.882 681 682 684 rBvV 61380 82920 1.21% 0.166%
14 10.213 709 711 712 rBV 100511 92460 1.35% 0.186%
15 10.579 740 743 746 rBV 3693048 3722364 54.51% 7.471%

16 10.705 753 754 758 rVB 92455 156213 2.29% 0.314%
17 11.162 792 794 795 rvVB2 95251 110152 1.61% 0.221%
18 11.265 801 803 806 rBv2 1333820 1417766 20.76% 2.846%
19 11.585 828 831 834 rVB 96813 113605 1.66% 0.228%

20 11.814 850 851 855 rBv2 38717 71240 1.04% 0.143%
21 11.882 855 857 859 rBvV 110458 106410 1.56% 0.214%
22 12.065 871 873 877 rVB 79864 83673 1.23% 0.168%
23 12.339 892 897 900 rBV6 23807 68795 1.01% 0.138%
24 12.476 907 909 911 rVB 83682 68561 1.00% 0.138%

25 12.705 926 929 931 rBV2 149042 214463 3.14% 0.430%

26 12.774 932 935 937 rVB 256141 228544 3.35% 0.459%
27 12.865 940 943 945 rBV 6417861 6828334 100.00% 13.705%
28 13.334 979 984 989 rBv2 127778 267106 3.91% 0.536%
29 13.425 989 992 994 rvv2 93859 141229 2.07% 0.283%
30 13.471 994 996 998 rVB 96656 93072 1.36% 0.187%

31 13.768 1020 1022 1031 rVB 129194 217373 3.18% 0.436%
32 13.905 1031 1034 1036 rBV 1128799 1544462 22.62% 3.100%
33 14.545 1088 1090 1093 rBV 299835 276070 4._.04% 0.554%
34 14.762 1106 1109 1111 rBV 836074 1021673 14.96% 2.051%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/1Z

Sample - G4407-02

Misc :

ALS Vial : 14 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 - 0 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.300 1153 1156 1158 rBV 706616 988613 14.48% 1.984%
36 16.180 1230 1233 1237 rBV2 124426 228506 3.35% 0.459%
37 16.603 1266 1270 1273 rBV 37883 79676 1.17% 0.160%
38 17.174 1316 1320 1326 rBV6 82076 246959 3.62% 0.496%
39 17.631 1356 1360 1364 rVB3 48688 120431 1.76% 0.242%
40 19.311 1502 1507 1514 rVB2 44996 135098 1.98% 0.271%

41 20.272 1584 1591 1598 rVB2 134621 487277 7.14% 0.978%

Sum of corrected areas: 49821863
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082983.D

6.52

5.37

4.92 6.4

5.76

6.91

6.75

7.32

8.04

0
Time-->

A
LA B B I B B B B

6.00

3.50

4.00 4.50 5.00 5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082983.D
12

9.12

10.58

9.79
11.26

9.52

9.88 1021 ngo 1118 11581586207 1033481271

4

13.91

13133187 13.7

14.76
14.55

0
Time-->

13.00

9.00 9.50 10.00

10.50 11.00 11.50 12.00 12.50

13.50

14.00

14.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082983.D

15.30

16.18  16.60 17.17  17.63 19.31

20.27

0

Time-->

15.50 16.00 16.50

17.00 17.50 18.00

18.50 19.00 19.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 41.69 ng 2149900 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 248 (4.921 min): BF082983.D (-243) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520
o...,....,....,..??',':...,??4.,...‘??..?7.,??..,....~,|....,. m/z 59.10 59.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 19.22%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.05 15.11%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ..,....,....,....,...(\,
59 460 4.80 5.00 5.20
m/z 41.10 9.47%
5000 41
31
| ® g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki"' 'i""l""l"'gﬁ""l " D SARDE SRS SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.52 Concentration Rank 1

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

6.52 82.88 ng 4274410 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.522 min): BF082983.D (-386) (-) m/z 132.10 100.00%
132
68
5000
54 75 ¥ 620 640 6.60 6.80
104 : - : :
o..,....,....,...:,".'.‘.‘?,!.'..‘,5?!.'.|,....,..5.‘.7,....,.'!..,.1.1.5.,...., b m/z 68.10 54.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR SRR
6.20 6.40 6.60 6.80
3 78 m/z 66.10 33.90%
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
620 640 660 680
5000 m/z 134.10 32.92%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R R Rama
132 6.20 6.40 6.60 6.80
m/z 69.05 21.87%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
R B o e R R L o e R R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.20 ng 156213 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 754 (10.705 min): BF082983.D (-753) (-) m/z 57.10 100.00%

57
43

71

5000
9 L e B B
10.40 10.60 10.80 11.00
113127 153168183
0 m/z 43.10 80.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544; Tridecane
43 7
71
5000 LA L L L L L L L
85 10 40 10 60 10 80 11. OO
29 m/z 71.10 61.19%
s || eusenmss e
P T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
T T T
10.40 10.60 10.80 11.00
5000 4! m/z 85.10 38.45%

85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane Bl B s BT S
43 57 10.40 10.60 10.80 11.00
m/z 41.10 34.33%
71
5000
85
29
o L I 1312714115516 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Hexadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.96 ng 228544 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 94
2 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 91
3 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 83
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 81
5 1-Nonadecene 266 C19H38 018435-45-5 76

Abundance Scan 935 (12.774 min): BF082983.D (-932) (-) m/z 43.10 100.00%

a3

83

5000 97

:

12.40 12.60 12.80 13.00
m/z 83.10 59.59%

125

0 140154168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72489: 1-Hexadecene
43 57

:

5000

T T T T
12.40 12.60 12.80 13.00

29
1”i25 m/z 55.10 58.14%
0 \ \\ 140154168182196 224
R RREES pE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
B R e o SR S
12.40 12.60 12.80 13.00
5000 m/z 57.10 51.27%
57 83 g7
29 111125
oL15 139153 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108848: 1-Hexadecanol, acetate A B o S
43 12.40 12.60 12.80 13.00

m/z 97.05 50.65%

5000 57
111

125
‘ 139153168182196 224 269

ot A RREEEEEE S e o

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00

:
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Dodecyne Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.33 3.46 ng 267106 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Dodecyne 166 C12H22 019780-12-2 50
2 Bicyclo[7.7.0]hexadec-1(9)-ene 220 C16H28 1000159-39-6 49
3 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 41
4 Spiro[3.5]nonan-1-one 138 C9H140 029800-45-1 38
5 9-Oxabicyclo[3.3.1]non-6-en-2-o0l... 140 C8H1202 029946-76-7 38
Abundance Scan 984 (13.334 min): BF082983.D (-979) (-) m/z 59.10 100.00%
09 g
41
5000
164178192206220 262 ng, 13.00 13.20 13.40 13.60
of m/z 67.10 95.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33270: 5-Dodecyne

67 81

:

13.IOO 13!20 13.I40 13.I60
m/z 81.10 80.72%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

41 67 108
81 IIIIIIIIIIIIIIIIIIIIIII
220 13.00 13.20 13.40 13.60
5000 m/z 55.10 80.63%
27 135 -
149
163177 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol AN RS B
55 8 13.00 13.20 13.40 13.60

m/z 41.10 69.18%

5000

123
137152166

195 223 252
L e o e L mn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.81 ng 217373 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 91
4 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 91
5 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 91
Abundance Scan 1022 (13.768 min): BF082983.D (-1020) (-) m/z 57.10 100.00%
43
5000
125 1167 155 a0 1340 13160 13,80 1400
Ol m/z 83.10 83.77%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43 57
69 83
97
5000 AR AR S R
29 111 1340 13.60 13.80 14.00
‘ 125 m/z 43.10 82.07%
0 |||||||||||||||||||| ‘\H ‘\ I]:%gls? :!-6I8II ||:!-?6|||||||||2|4£L|
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
69 83 NSNS UL BN
97 13.40 13.60 13.80 14.00
5000 m/z 55.10 81.09%
- 111
125
o 139 153 167 181 196 224
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129668: Dichloroacetic acid, tetradecyl ester R e EEaE L
43 57 13.40 13.60 13.80 14.00
69 83 m/z 69.10 72.65%
5000 97
29 111
0 d | el \H | ‘h ! 139 154168 196
mz-> 20 40 60 100 120 140 160 180 200 220 240 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M

Quant Title : ASP BNA STANDARDS FOR 5

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

POINT CALIBRATION

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 unknownl4.55 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.55  3.57ng 276070  Chrysene-diz 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bromoacetic acid, 2-ethylhexyl e...
2 Bis(2-ethylhexyl) phthalate

3 9-(27,2"-Dimethylpropanoilhydraz. ..
4 4-Nitrobenzoic acid, cyclobutyl ...
5 Benzoic acid, 3-(4-nitro-l-pyraz...

250 C10H19Bro02
390 C24H3804

576 C30H42CI12N403
221 C11H11NO4

261 C12H11N304

068144-73-0 25
000117-81-7 25
1000111-04-6 22
070335-00-1 17
1000273-84-4 14

Abundance Scan 1090 (14.545 min): BF082983.D (-1088) (-) m/z 70.10 100.00%
70
5000 112 149
261
41' ] \ S EEaa
14.20 14.40 14.60 14.80
0 J', I ...,..7.6.2,0.7...,..'..,....,....,....,.... m/z 149.10 51.89%
m/z--> 50 150 200 250 300 350 400 450
Abundance #87960. Bromoacetic acid, 2-ethylhexyl ester
70
5000
14.20 14.40 14.60 14.80
‘ ‘ 112 m/z 112.10 36.03%
Sl e
m/z--> 5 100 150 200 250 300 350 400 450
Abundance
149
N At e
14.20 14.40 14.60 14.80
5000 m/z 57.10 34.68%
57 279
113
0 83 180203 231 390
A B L B B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171924: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... L RSB B
149 14.20 14.40 14.60 14.80
m/z 261.20 29.83%
57 36
5000
113
279
o JLJ } 186 223 { 476
- IIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.76 20.67 ng 1021670 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 .psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 83
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 1109 (14.762 min): BF082983.D (-1106) (-) m/z 69.10 100.00%
69
5000
41
12144g 14.40 14.60 14.80 15.00
I PN P - N T R B oy~ o £ [ (- 0T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 L UL UL S SULILE B
14,40 14.60 14.80 15.00
41 m/z 41.10 21.45%
o ‘ ““}MH d 191 231 273301 341368 410
[reerprrrr T IIIII rrrryrrTTpTTTTIT T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
14.40 14.60 14.80 15.00
5000, m/z 95.10 14 .60%
137
ol13 09 191 231 273 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... ST T T
69 14.40 14.60 14.80 15.00
m/z 68.10 11.82%
5000
a1 137
o | | L4y, 1oL 245273301 341368 409437 477505 546
mz-> 0 50 100 150 200 250 300 350 400 450 500 séo 14.40 14.60 14.80 1500
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 11 unknownl6.18 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.62 ng 228506 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepentanoic acid, 3,4-dimet... 252 C14H2004 131699-18-8 43
2 Dimethyl-(allyl)-silyloxybenzene 192 C11H160Si 066998-68-3 43
3 Benzaldehyde, 4-methoxy-, oxime 151 C8H9NO2 003235-04-9 38
4 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 38
5 Benzeneethanamine, N-[(3,4-dimet... 331 C19H25N0O4 055124-87-3 38
Abundance Scan 1233 (16.180 min): BF082983.D (-1230) (-) m/z 151.10 100.00%
181
69
5000
41 191 LR LR BN AL B
107 253 410 15.80 16.00 16.20 16.40
27 218
ol 28 8 m/z 69.10 61.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89440: Benzenepentanoic acid, 3,4-dimethoxy-, methyl ester
151
5000 252 1580 16.00 16.20 1640
m/z 41.10 24 _41%
a0 77 071 | a7 2
mz-> 50 100 150 200 250 300 350 400
Abundance
151
15.80 16.00 16.20 1640
5000 m/z 191.05 22 .59%
28 51 7595 121 192 AxArJVVV$~VAJ\M/\xﬂphh&wdvaNw\
m/z--> 50 100 150 200 250 300 350 400
Abundance #23766: Benzaldehyde, 4-methoxy-, oxime R REmEE e
151 15.80 16.00 16.20 16.40
m/z 81.10 21.08%
- T '\MKV\U\/
77
o S
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 12 unknownl7.17 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.17 5.00 ng 246959 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 22
2 Isoborneol, methyl(methoxy)silyl._. 228 C12H2402Si 1000278-56-2 22
3 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 22
4 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 12
5 2,6-Bis(3-(pyrid-2-yl)-2-azaprop... 319 C19H21N5 090719-79-2 12
Abundance Scan 1320 (17.174 min): BF082983.D (-1316) (-) m/z 43.10 100.00%
a3
107
5000
16.80 17.00 17.20 17.40
O m/z 55.10 75 .64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145032: 5-Cholene, 3,24-dihydroxy-
55
81
5000 255 AU DAL BRI SRR B
16.80 17.00 17.20 17.40
147 342 m/z 107.10 71.04%
‘ W ‘ 173 201 228 83
[o) "‘l‘ H \‘ ‘ HM \H\ \‘HH \\\ \\ h\ : ‘ I\ e Ly ‘\ l : —
m/z--> 50 250 300 350 400
Abundance
95
16.80 17.00 17.20 17.40
5000 m/z 93.10 61.57%
4 75 121
146 173 28
O T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
41 107 394 16.80 17.00 17.20 17.40
81 145 283 m/z 105.10 55.44%
309 361
5000 013
173 255 337
o 33
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 1740 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/I1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 13 unknownl7.63 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.44 ng 120431 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Mercapto-3-benzo[b]thienylide... 283 C16H13NS2 092886-26-5 22
2 Benzenepropanamide, N,N-dimethyl- 177 C11H15NO 005830-31-9 11
3 2,4,6-Trimethylphenyl isothiocya... 177 C10H11NS 006095-82-5 10
4 Indole-2-one, 2,3-dihydro-5-hydr... 177 C10H11NO2 001010-68-0 10
5 1-Indolinecarboxaldehyde, 2-hydr... 177 C1O0H11NO2 013303-69-0 10
Abundance Scan 1360 (17.631 min): BF082983.D (-1356) (-) m/z 57.10 100.00%
g7
5000 L
147
93 201 T T
| | 12ll 229 755 283 355 4TO 17.40 17.60 17.80 18.00
ol L Loy N m/z 177.15 51.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108023: (2-Mercapto-3-benzo[b]thienylidene)-4-methylaniline
177
283
147
5000
17.40 17.60 17.80 18.00
39 65 89 199 m/z 147.10 29.92%
T
SN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
177
o1 ' 17.40 17.60 17.80 18.00
s000| 45 m/z 175.10 27 .24%
133
e S U L U UL WL UL B LI
m/z--> 50 100 150 200 250 300 350 400 450 f\\ i A
Abundance #40532: 2,4,6-Trimethylpheny! isothiocyanate e e R,
177 17.40 17.60 17.80 18.00
m/z 201.20 22 _.67%
5000
144
o 119
39 65
0'“LW““k‘M“ll”\""l""l""l""l""|""|" IR B SUNIL SRR B
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082983.D

Acq On : 17 Nov 2015 23:30

Operator : UM/1Z

Sample - G4407-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 41.7 ng 2149900 1 6.75 1031460 20.0
unknown6 .52 6.52 82.9 ng 4274410 1 6.75 1031460 20.0
Tridecane 10.70 2.2 ng 156213 4 11.26 1417770 20.0
1-Hexadecene 12.77 3.0 ng 228544 5 13.91 1544460 20.0
5-Dodecyne 13.33 3.5 ng 267106 5 13.91 1544460 20.0
Trichloroacetic a... 13.77 2.8 ng 217373 5 13.91 1544460 20.0
unknownl14 .55 14.55 3.6 ng 276070 5 13.91 1544460 20.0
Squalene 14.76 20.7 ng 1021670 6 15.30 988613 20.0
unknownl16.18 16.18 4.6 ng 228506 6 15.30 988613 20.0
unknownl17.17 17 .17 5.0 ng 246959 6 15.30 988613 20.0
unknownl7.63 17.63 2.4 ng 120431 6 15.30 988613 20.0
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