LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 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-BF032217.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 4.075 368 372 378 rVB 201190 227035 4 .05% 0.533%
2 4.463 434 438 442 rVB 2272617 2244868 40.09% 5.270%
3 5.169 554 558 564 rBV 110027 104602 1.87% 0.246%
4 5.528 614 619 622 rBY 1595405 1473070 26.31% 3.458%
5 5.681 639 645 648 rBY 3689359 3977895 71.05% 9.338%
6 5.934 684 688 692 rBV 967221 985617 17.60% 2.314%
7 6.116 714 719 723 rVB 3313858 3618743 64.63% 8.495%
8 6.587 792 799 802 rBVY 2502768 3148645 56.24% 7.391%
9 6.775 812 831 833 rBV 303679 874340 15.62% 2.052%
10 6.910 850 854 860 rVB2 61846 73674 1.32% 0.173%
11 7.439 938 944 948 rBY 1341144 1362833 24.34% 3.199%
12 7.710 984 990 995 rVB2 59902 88064 1.57% 0.207%
13 7.775 995 1001 1011 rVB6 32190 78255 1.40% 0.184%

14 7.910 1014 1024 1029 rBV3 78517 174917 3.12% 0.411%
15 8.292 1083 1089 1100 rBV2 126538 151016 2.70% 0.354%

16 8.769 1162 1170 1173 rBV 4566074 5598922 100.00% 13.143%
17 8.980 1201 1206 1213 rVB 248391 244292 4_36% 0.573%
18 9.475 1287 1290 1301 rVB3 65661 144368 2.58% 0.339%
19 9.586 1301 1309 1313 rVV 1409524 1528715 27.30% 3.588%
20 9.627 1313 1316 1319 rVB 60775 56576 1.01% 0.133%

21 10.563 1466 1475 1478 rBV 2677990 3284874 58.67% 7.711%
22 10.698 1491 1498 1505 rBV 699117 705567 12.60% 1.656%
23 11.410 1613 1619 1623 rBV 1567418 1515260 27.06% 3.557%
24 11.663 1658 1662 1666 rVB 154691 145058 2.59% 0.341%

25 11.816 1682 1688 1691 rBV 58181 63733 1.14% 0.150%
26 12.145 1738 1744 1745 rBV 78576 75402 1.35% 0.177%
27 12.169 1745 1748 1760 rVB 838887 881816 15.75% 2.070%
28 12.674 1830 1834 1837 rBV 88329 82534 1.47% 0.194%
29 13.145 1911 1914 1921 rVB2 57616 66013 1.18% 0.155%

30 13.398 1945 1957 1960 rBV 3921091 5238327 93.56% 12.296%

31 13.468 1964 1969 1984 rBV 788954 827384 14.78% 1.942%
32 14.545 2149 2152 2159 rBV2 49040 62990 1.13% 0.148%
33 14.621 2161 2165 2168 rBV 508896 567415 10.13% 1.332%
34 14.662 2168 2172 2178 rVB 1293715 1419608 25.36% 3.332%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.651 2336 2340 2346 rBV 194549 260409 4._.65% 0.611%
36 16.292 2444 2449 2456 rBV 961991 1184935 21.16% 2.782%
37 16.662 2508 2512 2518 rVB2 43219 62627 1.12% 0.147%

Sum of corrected areas: 42600399
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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\BF032717\

BF093954.D

27 Mar 2017 20:55

SJ/MA

12405-02

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

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

4._.07 4.61 ng 227035 1,4-Dichlorobenzene-d4 5.94
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 371 (4.069 min): BF093954.D (-368) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IIII|IIII|IIII|IIII|IIII
| 83.0 | 3.80 4.00 4.20 4.40
ottt e m/z 59.10 55.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI UL I
59.0 380 4.00 4.20 4.40
0
150 a0 1010 m/z 101.00 20.07%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 380 4.00 420 440
5000 m/z 58.00 15.91%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R AR R
43.0 3.80 4.00 4.20 4.40
m/z 41.00 8.56%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Propanol, 1-butoxy- Concentration Rank 12

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

5.17 2.12 ng 104602 1,4-Dichlorobenzene-d4 5.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-butoxv- 132 C7H1602 005131-66-8 74
2 1-Propanol. 2-(l-methvlethoxv)- 118 C6H1402 003944-37-4 45
3 Formic acid. l-methvlpropvl ester 102 C5H1002 000589-40-2 42
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 40
5 Morpholine 87 C4H9NO 000110-91-8 27

Abundance Scan 558 (5.169 min): BF093954.D (-554) (-) m/z 45.10 100.00%
431 57.1
5000 87.1
e
75.0 4.80 500 5.20 5.40 5.60
Ol prerr et el et e e e || M/ 57.10  95.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13951: 2-Propanol, 1-butoxy-
450 57.0
5000
29.0 87.0 480 5.00 520 5.40 5.60
m/z 41.10 49.24%
0 18\0 ‘\ ‘ Ll | ‘\ ?50 1 101.0 117.0 131.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45.0
4.80 500 5.20 5.40 5.60
5000 m/z 87.10 39.13%
87.0
31.0 59.0
o 75.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4247: Formic acid, 1-methylpropy! ester o e
45.0 4.80 500 5.20 5.40 5.60
m/z 56.10 35.23%
5000
56.0
31.0 73.0
0%y "I"JIJ"'JJJI"I'“jJI""IJ"'I'§?G?"'%??;9'I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown5.68 Concentration Rank 1

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

5.68 80.72 ng 3977900 1,4-Dichlorobenzene-d4 5.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 645 (5.681 min): BF093954.D (-639) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U UL A R R
m1540| J 540 5.60 5.80 6.00
0 ..:'.,:-.|.':8,1-.1..!,':.1.1“?-?..~.,....,....,.... m/z 68.10 39.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T iR T
410 o . m/z 134.00 33.10%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "o 5ho ko oh0
5000 ggo 1160 m/z 66.00 24.82%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132.0 5.40 5.60 5.80 6.00
m/z 69.10 15.82%
5000
63.0 810
0 3]\-0 SQ'O\ m‘ L | ‘\ ! 99'\0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Hexanoic acid, 2-ethyl- Concentration Rank 3

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

6.77 12.83 ng 874340 Naphthalene-d8 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 Methvl L-(+)-_beta.-hvdroxvisobu... 118 C5H1003 080657-57-4 40
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 38

Abundance Scan 830 (6.769 min): BF093954.D (-812) (-) m/z 73.00 100.00%
73.0
5000 410
01.1
| 1201 6.40 6.60 6.80 7.00 7.20
ol phol e m/z 88.00 78.93%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 RN ---k‘r--- AR
41.0 6.40 6.60 6.80 7.00 7.20
‘ 01.0 m/z 57.10 40.36%
o0 oy 4o uj A0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0  88.0

iy
LI L L L L L L L B

6.40 6.60 6.80 7.00 7.20
5000 m/z 41.05 37.85%

115.0142.0 173.0  214.0242.0272.0 313.0 355.0

o T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88.0 6.40 6.60 6.80 7.00 7.20
m/z 87.00 23.22%
5000

A O
m/z--> 50 100 150 200 250 300 350 6.40 6.60 680 700 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.91 Concentration Rank 10

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

7.91 2.57 ng 174917 Naphthalene-d8 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 43
2 Neodecanoic acid 172 C10H2002 026896-20-8 40
3 Hvdrazine. l-ethvl-1-(1-methvlpr... 116 C6H16N2 020325-97-7 38
4 Hvdrazine. 1.l1-dipropvl- 116 C6H16N2 004986-50-9 35
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 25

Abundance Scan 1024 (7.910 min): BF093954.D (-1014) (-) m/z 88.00 100.00%
84d.0
43.0 73.0
5000
57.0
116.1
| | 101.0 13?-1 7.60 7.80 8.00 8.20
o el bl il MZZ 87.00  93.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13131: Thiophane, propyl-
87.0
5000
410 7.60 7.80 8.00 8.20
27.0 55.0 470 101.0 130.0 m/z 43.00 57.25%
0 “I%?fﬁ'“'l“'ﬂv'ﬁ"U“H'“tl“"ﬁJ'“"“ '”'1}§Fx"W"”I'”'I”"P"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0
41.0 760 7.80 8.00 820
5000 2.0 m/z 73.00 56.53%
: 55.0 102.0
71.0 116.0 130.0
15.0 143.0 157.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8048: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0 7.60 7.80 8.00 8.20
m/z 41.05 50.96%
5000
45.0 116.0
29.0 ‘ 59.0 101.0
O'W”'W”AH””PH”'JJP”YER"”“”'J””I””P'”P”'P”W'”W”' R I S L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.29 Concentration Rank 11

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

8.29 2.22 ng 151016 Naphthalene-d8 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecvn-4-ol 182 C12H220 074646-36-9 37
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 37
3 Cvyclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 37
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 37
5 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 25

Abundance Scan 1089 (8.292 min): BF093954.D (-1083) (-) m/z 69.05 100.00%
69.0

43.0

5000

8.00 8.20 8.40 8.60

0 m/z 43.00 65.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44019: 1-Dodecyn-4-ol
69.0
55.0
5000 LA L L L L LB
83.0 8.00 8.20 8.40 8.60
29.0 ‘ m/z 83.10 54 _55%
143.0
0...,.‘:“. O L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0 125.0
83.0 8.00 820 840 8.60
5000 55.0 m/z 55.10 41 .99%
39.0
15.0 97.0 140.0
ol e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34823: Cyclooctane, 1-methyl-3-propy!- TR .",“/.\\’.‘. T
69.0 8.00 8.20 8.40 8.60
m/z 59.00 36.91%
83.0
5000 55.0 125.0
29.0 97.0
\‘ \‘ m ‘ [, n A 11;0
ol el e
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.98 Concentration Rank 9

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

8.98 3.20 ng 244292 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 47
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 43
3 10-MethvlInonadecane 282 C20H42 056862-62-5 43
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 38
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38

Abundance Scan 1206 (8.980 min): BF093954.D (-1201) (-) m/z 43.05 100.00%
43.0 .0

5000

-

%81 126.1 157.2 8.60 8.80 9.00 9.20 9.40

m/z 71.05 98.08%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57.0

-

5000
8.60 8.80 9.00 9.20 9.40

m/z 57.05 90.69%

1130 141.0 169.0 197.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
71.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 85.10 59.56%
o 15.0 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1 A
Abundance #107656: 10-Methylnonadecane A R mam o)
57.0 8.60 8.80 9.00 9.20 9.40
m/z 45.00 58.17%
85.0
5000
154.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 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 Methoxyacetic acid, 2-tetra...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.70 9.31 ng 705567 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 53
2 Methoxvacetic acid. 3-tridecvl e... 272 C16H3203 1000282-04-6 43
3 1.3-Dimethvilcvclopentanol 114 C7H140 019550-46-0 38
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 35
5 Octadecane 254 C18H38 000593-45-3 35

Abundance Scan 1498 (10.698 min): BF093954.D (-1491) (-) m/z 45.10 100.00%
481
71.0
5000
2011 10.40 10.60 10.80 11.00
0 ‘ m/z 43.10 91.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester
57.0
5000
290 85.0 10.40 10.60 10.80 11.00
m/z 71.05 73.55%
o k) Ly 30, 110 1es0 170 2asp
m/z--> 20 ' 60 80 100 120 150 160 180 200 220 240
Abundance
45.0
10.40 10.60 10.80 11.00
0
5000 110 m/z 57.05 73.22%
o 26.0 9.0 1270 1850 1830 2150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7360: 1,3-Dimethylcyclopentanol
430 710 10.40 10.60 10.80 11.00
m/z 85.10 48 .82%
5000
s | a3
Ouuulul..“”‘ ‘\ ...l‘l....|....|....|....|........|....|...
m/z--> 20 40 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 wunknownl2.17 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.17 11.64 ng 881816 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaaol 282 C12H2607 002615-15-8 49
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 49
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 47
4 Ethanol. 2.2"-Toxvbis(2.1-ethane... 194 C8H1805 000112-60-7 47
5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 43
Abundance Scan 1748 (12.169 min): BF093954.D (-1745) (-) m/z 45.05 100.00%
44.0
5000
71 124.1 11.80 12.00 12.20 12.40
o S m/z 43.05 56.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107063: Hexagol
45.0
5000 LN BRI BRI
11,80 12.00 12.20 12.40
89.0 m/z 71.10 41.25%
ol 190, | 670 | 133.0 1630 19502190 2510 2810
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
45.0
AR AU RS &
11.80 12.00 12.20 12.40
5000 m/z 57.10 40.31%
89.0
o190 67.0 1330 1770 207.0 239.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80590: Pentaethylene glycol
45.0 11.80 12.00 12.20 12.40
m/z 89.05 34 .43%
5000
89.0
0 . | B7o | 11001330 1630 2080 239.0
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentaethylene glycol monodo... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.47 11.66 ng 827384 Chrysene-di12 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 80
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 64
3 Hexaaol 282 C12H2607 002615-15-8 64
4 Octaethvlene alvcol 370 C16H3409 1000289-34-2 52
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 52

Abundance Scan 1969 (13.468 min): BF093954.D (-1964) (-) m/z 45.05 100.00%
45.0
5000 89.1
124.1 13.20 13.40 13.60 13.80
o ol AL 2818 m/z 89.10 51.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157733: Pentaethylene glycol monododecy! ether
45.0
5000 89.0 L S B I U
13.20 13.40 13.60 13.80
133.0 m/z 43.10 48.94%
oL Ll il | 1660 2130 2570 3100 3630 407.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
89.0 | 13.20 13.40 13.60 13.80
5000 m/z 71.10 37.12%
5140 1330127 0208.0239.0
LI LN UUNLEL L SN UL UL UL UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #107064: Hexagol R R EEEREmEE
45.0 13.20 13.40 13.60 13.80
89.0 m/z 57.10 36.23%
5000
133.0
o L] L“ _ | 17502000 252.0283.0
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80

8270-BF032217.M Tue Mar 28 17:10:42 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093954.D

Aca On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample = 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptaethylene glycol monodo... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.65 4.40 ng 260409 Perylene-d12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol monododecvl... 494 C26H5408 003055-97-8 72
2 1.4.7.10.13.16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 72
3 Octaethvlene alvcol 370 C16H3409 1000289-34-2 68
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 64
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 64

Abundance Scan 2340 (15.651 min): BF093954.D (-2336) (-) m/z 45.05 100.00%
48.0
89.1
5000
1231 540 1960 15180 1600
177.2 : : : :
 — X fl.*."‘.'l-.', s 293 28l m/z 89.10 59.45%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #168278: Heptaethylene glycol monododecy! ether
45.0
89.0
5000 L L B SULL SR
mo 15.40 15.60 15.80 16.00
m/z 43.05 42 .95%
177.0
o149 | | M\\“\ Mh m M ‘ L2130 2570 3010 3610 4070
miz—-> 0 50 150 200 250 300 350 400
Abundance
45.0
600 " 1540 15.60 15.80 16.00
5000 ' m/z 71.05 31.13%
133.0
o 187.0 233.0 277.0 320.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #148152: Octaethylene glycol B e s SR
48.0 15.40 15.60 15.80 16.00
m/z 57.10 27 .56%
5000
89.0
ol d 44 o 13?0 177.0 221.0 2830
L AL L L L L L L L L L L L L L TrTTTTTTT T T T T T T T T T T
miz—-> 0 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032717\
Data File : BF093954.D

Acq On : 27 Mar 2017 20:55

Operator : SJ/MA

Sample - 12405-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
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... 4.07 4.6 ng 227035 1 5.94 985617 20.0
2-Propanol, 1-but... 5.17 2.1 ng 104602 1 5.94 985617 20.0
unknown5 .68 5.68 80.7 ng 3977900 1 5.94 985617 20.0
Hexanoic acid, 2-... 6.77 12.8 ng 874340 2 7.44 1362830 20.0
unknown7 .91 7.91 2.6 ng 174917 2 7.44 1362830 20.0
unknown8.29 8.29 2.2 ng 151016 2 7.44 1362830 20.0
unknown8.98 8.98 3.2 ng 244292 3 9.59 1528720 20.0
Methoxyacetic aci... 10.70 9.3 ng 705567 4 11.41 1515260 20.0
unknownl12 .17 12.17 11.6 ng 881816 4 11.41 1515260 20.0
Pentaethylene gly... 13.47 11.7 ng 827384 5 14.66 1419610 20.0
Heptaethylene gly... 15.65 4.4 ng 260409 6 16.29 1184940 20.0
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