Non Target Peaks Area Percent Report

Data Path : C:\msdchem\1\LEGACY\2012\January\
Data File : OllllZPA-HS—DayZ.D
Acq On : 11 Jan 20 :04
Operator
Sample : PA- G -Day?2
8-Day2 at 1 mL dilute 1/10

Misc : 1.0 ul PA-—
ALS Vvial : 58 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

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

Method : C:\msdchem\1\METHODS\TLTICPAH.M

Title : PAH5437

Signal : TIC: 011112PA-Jji|8-Day2.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1 12.447 1029 1043 1064 rBvV2 34501395 109177099 12.63% 6.587%
2 12.647 1078 1086 1104 rvB2 14545867 35364561 4.09% 2.134%
3 13.238 1202 1213 1222 rBV3 9431488 36108269 4.18% 2.179%
4 13.392 1239 1246 1258 rvv2 13448374 34967258 4.05% 2.

5 13.532 1260 1276 1287 rvB2 25022880 83179774 9.62% 5.019%

6 13.946 1350 1365 1379 rVB2 42659219 141914437 16 8

7 14.574 1492 1500 1506 rBv2 12365169 30096113 3. 1.

8 14.816 1544 1552 1566 rVv2 13995447 43904611 5.08% 2.649%
9 14.914 1567 1573 1584 rVB 12254554 28385870 3 1

0 15.017 1585 1595 1602 rBV 26045681 55660396 6 3

11 15.366 1657 1670 1676 rBV 32533434 86770213 10.04% 5
12 16.269 1854 1864 1882 rvB2 19973879 52066047 6.02% 3.
13 18.452 2322 2333 2361 rVB 11920088 27894552 3.23% 1.683%
14 20.049 2664 2676 2693 rvB2 11083223 27549680 3.19% 1
15 33.777 5548 5625 5627 rBV3 74266447 864368321 100.00% 52

Sum of corrected areas: 1657407201

TLTICPAH.M Tue Jan 09 16:42:35 2018 OREM Page:



Non Target Peaks Report - Integrated Chromatogram

Data Path : C:\msdchem\1l\LEGACY\2012\January\

Data File : 011112PA_8—Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L
TIC Integration Parameters: rteint.p

Abundance TIC: 011112PA-Blaker8-Day2 D\data.ms
Te+07
6e+07
5e+07

4e+07

3e+07 16.269

2e+07

20.049

1e+07

[ o o e o e L o e e e o e B B B o e i e s s e o e e e

Time—> 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 23.00

Abundance TIC: 0111 12PA-BIaker8-Day2.D\datg;)rns .
Te+07 -
6e+07
5e+07
4e+07
3e+07

2e+07

1e+07

C |||:||||||||:|||||||||:|||||||||||||J|\|||| Trrr|rrr T rrrrrrro

L T T T T T T T T T T T T T
Time—> 2400 2500 26.00 2700 2800 29.00 30.00 3100 3200 33.00 3400 3500 36.00 3700 3800 39.00

Abundance TIC: 011112PA-Blaker8-Day2.D\data.ms
7e+07
6e+07
5e+07
4e+07
3e+07
2e+07

1e+07

cI|I|II|IIII|III|]IIII|IIII||III|IIII|III|]IlII|IIII||IIl|IIII|II|I]IIII|IIII]III

Time-—> 4000 4100 4200 4300 4400 4500 46.00 4700 4800 4900 5000 5100 5200 53.00 54.00 55.00
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample : PA 8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method

Quant Title PAHS5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

C:\msdchem\1\METHODS\TLTICPAH.M

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Concentration Rank 3

Peak Number 1 Dodecane

R.T. EstConc Area

Relative to ISTD R.T.

109177000

External Standard

000112-40-3 95
000629-50-5 93
000112-40-3 93
000112-40-3 87
017312-82-2 86

m/z 57.10 100.00%

:

LN L I B

12.20 12.40 12.60 12.80

m/z 71.10 80.75%

:

LN L L I B O

12.20 12.40 12.60 12.80

m/z 85.10 54.91%

%

TT T T [T T T T[T T T T[T TTT [TTT

12 20 1240 12. 60 1280

m/z 55.10 21.60%

%

L L L L L L B L L

12.20 12.40 12.60 12.80

m/z 56.10 20.43%

Hit# of 5 Tentative ID MW MolForm
1 Dodecane 170 C1l2H26
2 Tridecane 184 C13H28
3 Dodecane 170 Cl12H26
4 Dodecane 170 C1l2H26
5 Undecane, 4,6-dimethyl- 184 C13H28
AbundanceScan 1043 (12 447 min): 011112PA-8 -Day2.D\data.ms (-1029) (-)
51
5000 ]
170
21
0 4 I |I[H.l[ ﬂ_lij I l 196.1 280.9
RN R A LN LSS SARSS UL RS LSS SARAN SARAN LAY LAY LARRN B
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37470: Dodecane
51.0
5000
850
290
Q 0 n 170.0
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
510
5000
85 0
29.0
H'Ql’\u 184.0
T 'rrv 'l'T'] rl'Y'V'l"l"\ T T "'I'|'_| 1-rv‘[ rrrl-rl-p'r-rl-rrrrl-rrrrl-rv-r-rl-rrrn—rrr
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37473: Dodecane
51.0
5000
50
290
113.0 1”‘\1700

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

-

LI L L O I

12.20 12.40 12.60 12.80
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Data Path
Data File

Acq On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Non Target Peak Search Report

C:\msdchem\1\LEGACY\2012\January\
011112PA 8-Day2.D
11 Jan 2012 9:04

PA-Blaker8-Day2

1.0 uL pAms-Dayz at 1 mL dilute 1/10

58 Sample iplier: 1

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L
rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number

2 Undecane, 2,6-dimethyl-

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
12.647 3536.46 ng 35364600 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 78
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76

AbundanceScan 1086 (12.647 min): 011112PA-8-Day2.D\data4ms (-1078) (- m/z 57.10 100.00%
591
IIIIIIIII[IIII]IIIIIIII
o 12.40 12.60 12.80 13.00
ol 169.2 1961 252.9 2809 m/z 71.10 51.02%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47661: Undecane, 2,6-dimethyl-
51.0
5000 IIIIIIIII[IIII]IIII'III
12.40 12.60 12.80 13.00
90 m/z 98.10 17.79%
200 N
L] \‘ Ly | 1410 1840
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
51.0
12 40 12. 60 12. 80 13 00
29.0 98.0
14U U 184.0
—"["'VTT[\"V1YTT'I 1"'] ‘("'l_lrl—'71—r|' TI"TI'T"I"‘I'—I'I_I_'TI_I_""I—I'I_'-ITI"'
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47668: Undecane, 2,6-dimethyl- e
51.0 12.40 12.60 12.80 13.00
m/z 70.10 12.58%
5000
290 I 08.0 3
||J|L|L[lll|ll||llll'}J|l|'lllllll llllﬁlllolll?lz:’llcllllllll TTrrr[rrrr llllll' Illlll||l[|lll]lll||ll|
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample iplier: 1

Quant Method
Quant Title

TIC Library

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 3 Dodecane, 5-methyl-

EstConc Area

Concentration Rank 9

Relative to ISTD R.T.

36108300

External Standard 0.000

017453-93-9 72
017301-24-5 72
017312-83-3 64
000921-47-1 58

Hit# of 5 Tentative ID MW MolForm
1 Dodecane, 5-methyl- 184 C13H28
2 Undecane, 2,7-dimethyl- 184 C13H28
3 Undecane, 5,7-dimethyl- 184 C13H28
4 Hexane, 2,3,4-trimethyl- 128 C9H20
5 Undecane, 5-methyl- 170 C1l2H26

001632-70-8 53

AbundanceScan 1213 (13.238 min): 0111 12PA-8-Day2.D\data4ms (-1202) (-)
511

m/z 57.10 100.00%

- ’\uf\Jxv/\‘,~/\\/\/\V//\bq\-
IIIIIIIIIIIIII]IIIIIIII
13.00 13.20 13.40 13.60
ol 2529 2810 m/z 71.10 71.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47631: Dodecane, 5-methyl-
430
5000 hv‘r) Illllllllllllllllllllll
T 13.00 13.20 13.40 13.60
m/z 85.10 64.04%
126.0
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430
1300132013401360
71.0
98.0 .
21.0 127.0 169.0
—"['I'VT"[ T YTFI 1""[‘("'!"']—[_’7 'ﬁ“rl'rﬁ'ﬁTl‘l‘l‘lTl'ﬂ'lTT‘rl‘lTrm‘[‘l‘rﬂTl‘r
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance , #47645: Undecane, 5,7-dimethyl- —
430 13.00 13.20 13.40 13.60
m/z 55.10 23.19%
o T M
900 127.0
210 ] o90
||||Illlllllllll Trrrrrrrr Trrr[rrrr[prrrr TTrrr[rrrr TTTT[TT IIII|IIII|IIII]IIII|III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
TLTICPAH.M Tue Jan 09 16:42:35 2018 OREM
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\
Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc : 1.0 uL pms-oayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method

Quant Title PAHS5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

C:\msdchem\1\METHODS\TLTICPAH.M

khkkhkhkhkdkhkhkhkdhkhkdkdhkhkdhhkhkhkddhhdhkdhdhhkdhdhdhhddhdhdddhdhdhhkdhhkdddhddhdkddhkddhkddhddkx
Concentration Rank 11

Peak Number 4 Dodecane, 2-methyl-

R.T. EstConc Area

Relative to ISTD R.T.

13.392 3496.73 ng 34967300

External Standard

001560-97-0 90
001560-97-0 74
003892-00-0 59
1000152-34-3 59

Hit# of 5 Tentative ID MW MolForm
1 Dodecane, 2-methyl- 184 C13H28
2 Dodecane, 2-methyl- 184 C13H28
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38
4 Borane, diethyl (decyloxy) - 226 C14H31BO
5 Undecane, 3-methyl- 170 C1l2H26

001002-43-3 53

AbundanceScan 1246 (13.392 min): 0111 12PA-8-Day2.D\data4ms (-1239) (1)
511

m/z 57.10 100.00%

=

5000
99 1
| ]411 IIIIIIIIIIIIIIIIIII
J | o 13.00 13.20 13.40 13.60 13.80
ol b L 802 oo00 apgo  414cl ‘m/z 71.10 | 66.94%
m/z—> 0 50 100 150 200 250 300 350 400
Abundance #47640: Dodecane, 2-methyl-
51.0
5000 |IIII|IIII[IIII]IIII|II
13.00 13.20 13.40 13.60 13.80
0990 1410 m/z 85.10 64 .59%
m/z——> 0 50 100 150 200 250 300 350 400
Abundance
430
EEBEEEEREE R S
13.00 13.20 13.40 13.60 13.80
5000 m/z 99.10 24 .44%
85.0
141.0
20 184.0
_l’_l’"l"l_f"l' f'l"'l'Y'I—l'l"l_I—r'l_l_Vl | T T T | T T T I T T T T | T T T 7T | T
m/z—> 0 50 100 150 200 250 300 350 400
Abundance ; #101165: Pentadecane, 2,6,10-timethyl- A AR
4.0 13.00 13.20 13.40 13.60 13.80
m/z 55.10 21.89%
i J‘JUO Q2 -
]llII|IIII‘1|I1I1]I4ILIIOI11(-)II)I IIZI::)’{IZ{OIIII L B IIII|II Il|||l|ll[|lll]llll|||
m/z——> 0 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60 13.80
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Non Target Peak Search Report

C:\msdchem\1\LEGACY\2012\January\

011112PA
11 Jan 2012

8-Day2.D
9:04

PA-Blaker8-Day2

1.0 uL pAms-Dayz at 1 mL dilute 1/10

58 Sample Multiplier: 1

d : C:\msdchem\1\METHODS\TLTICPAH.M

PAH5437

C:\Database\NIST08.L
tion Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Concentration Rank 5

Peak Number

5 Nonane, 3-methyl-

R.T EstConc Area Relative to ISTD R.T.
13.532 8317.98 ng 83179800 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 83
2 Decane, 4-methyl- 156 C1l1H24 002847-72-5 78
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
4 Oxalic acid, decyl 2-ethylhexyl 342 C20H3804 1000309-39-3 72
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72

AbundanceScan 1276 (13.532 min): 011112PA-8-Day2.D\data4ms (-1260) (-) m/z 71.10 100.00%
11
- \Nd/\A/\/AV\\,H,/WV
1131
IIIIIIIIIIIIIIIII]IIIII
155 9 o 13.20 13.40 13.60 13.80
b L L e | w/z 57.10 97.96%
m/z—> 50 100 150 200 250 300
Abundance #18922: Nonane, 3-methyl-
51.0
5000 IIIIIIIlIIIIIIIII]IIIII
13.20 13.40 13.60 13.80
- m/z 113.10 26.10%
290 N
112.0
B P Y
m/z-—> 50 100 150 200 250 300
Abundance
430
710
R RS RaE R
13.20 13.40 13.60 13.80
5000 m/z 112.10 23.98%
112.0
156.0
e A e e e £ A
m/z-—> 50 100 150 200 250 300
Abundance #166711: Bacchotricuneatin c NAd Ay .
19 1120 13.20 13.40 13.60 13.80
m/z 56.10 20.13%
- WM
5 191.0 . L
““ 50 L oy . 2450 312.0 342.(
IIIIII II |II|IIII lllll!lll]llll] II|IIII|IIII|IIII]IIII|
m/z—> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Non Target Peak Search Report

Data Path : C:\msdchem\1l\LEGACY\2012\January\
Data File : 011112PA-Jjjjjilie-Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L
TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 6 Tridecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.946 14191.40 ng 141914000 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72

AbundanceScan 1365 (13.946 min): 0111 12PA-8-Day2.D\data4ms (-1350) (-
711

5000
991 184 .2
1271, - -
0 (1992 210.2 281.0 31.(
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280300320
Abundance #47619: Tridecane
571.0
5000 290 850
113.0441 0 184.0
\ |.| ]‘ | ‘l-ﬂU

m/z——> 20 40 60 80 100120140160180200220240260280300320
Abundance

57.0
T e
1360138014001420
JJIE‘ D
290 141.0
113.0 169.0
TT'I’]T"TITY\"T '\Y‘!‘l 11Trrn‘|Trrrrn1-|TnTvTrrrrrrrrrrrn-lTrrrrrran'rrrrrrrr
m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68974: Pentadecane A
510 13.60 13.80 14.00 14.20
m/z 55.10 21.54%
5000 )
85.0
290
1 I | 113014104680 2120

m/z 71.10 100.00%

—

T[T T T T[T T T T [T T T T [TTTr[T

13.60 13.80 14.00 14.20

m/z 57.10 94 .59%

%

LI [BLINLINL L I

13.60 13.80 14.00 14.20

m/z 85.10 75.46%

%

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

LI IBLANLINLNL I L L I

13.60 13.80 14.00 14.20

TLTICPAH.M Tue Jan 09 16:42:36 2018 OREM
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Non Target Peak Search Report

Data Path : C:\msdchem\1l\LEGACY\2012\January\
Data File : 011112PA-Jjjjjilie-Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M

Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 7 Heptylcyclohexane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.574 3009.61 ng 30096100 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 87
2 Heptylcyclohexane 182 C13H26 005617-41-4 83
3 Cyclohexane, (4-methylpentyl) - 168 C1l2H24 061142-20-9 80
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 74
5 Cyclohexane, hexyl- 168 Cl1l2H24 004292-75-5 72
AbundanceScan 1500 (14.574 min): 011112PA-8-Day2.D\data4ms (-1492) (1) 83.10 100.00%
83.1
551
5000

:’r’ ~ T IIIIIIIIIIIIIIIIIIIII
B T N 14.20 14.40 14.60 14.80
0 206.2 2811 |m/z 82.10 76.89%

m/z-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46109: Heptylcyclohexane
83.0
550

5000 LI L O
14.20 14.40 14.60 14.80
m/z 55.10 53.67%

182.0
290
. .L.an‘nul.’u.‘.:-.HI.].-].LHI]:”-.O” S
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83.0
550 14. 20 14. 40 14 60 14 80
5000 m/z 67.10 18.90%
111.0 182.0

L L L B L L L I L B L L I

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

Abundance #:3:6048, Cyclohexane, (4-methylpentyl)- S —
830 14.20 14.40 14.60 14.80
55.0 m/z 69.10 18.59%

5000

125.0 168.0

LI L I B

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

TLTICPAH.M Tue Jan 09 16:42:36 2018 OREM
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number

R.T. EstConc Area

8 Tridecane, 2-methyl-

Concentration Rank 8

Relative to ISTD R.T.

14.816 4390.

46 ng 43904600

External Standard 0.000

001560-96-9 81
017301-26-7 72
001560-96-9 72
054833-23-7 72

Hit# of 5 Tentative ID MW MolForm
1 Tridecane, 2-methyl- 198 C14H30
2 Undecane, 2,9-dimethyl- 184 C13H28
3 Tridecane, 2-methyl- 198 C14H30
4 Eicosane, 10-methyl- 296 C21H44
5 Heptadecane 240 C17H36

000629-78-7 58

AbundanceScan 1552 (14.816 min): 0111 12PA-8-Day2.D\data4ms (-1544) (1)
591

m/z 57.10 100.00%

3

TT T T[T T T T[T T T T [TTTT[TT

14.40 14.60 14.80 15.00 15.20

5000
N1 1552
0 i)y, 1982 2529 331.1 405 1
et A e
m/z-—> 0 50 100 150 200 250 300 350 400
Abundance #58124: Tnidecane, 2-methyl-
510
5000

99.0 155.0

1 ) [ l] 98

m/z 71.10 71.01%

o

TTT T[T T T T[T T T T [TTTT[TT

14.40 14.60 14.80 15.00 15.20

4
1o L | (L B S B B B S B N B B B B L B B B S N B

m/z—> 0 50 100 150 200 250 300 350 400

Abundance

5000

D
B I e e s e I e B |
m/z—> 0 50 100 150 200 250

571.0

990 155.0

m/z 85.10 56.63%

=

LI LN N L LN LI LN R L

T
14.40 14.60 14.80 15.00 15.20

T T T
300 350 400

m/z 99.10 25.95%

=

Abundance ) #58121: Tridecane, 2-methyl- A, =
40 14.40 14.60 14.80 15.00 15.20
m/z 55.10 21.57%
5000
85.0
155.0
, | 4 | 198.0
[

al "
AL L L Y N L L L L L ) L L B

m/z—-> 0 50 100 150 200 250 300 350 400

LINLINL I N L I

14.40 14.60 14.80 15.00 15.20

TLTICPAH.M Tue

Jan 09 16:42:36 2018 OREM
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Non Target Peak Search Report

Data Path : C:\msdchem\1l\LEGACY\2012\January\
Data File : 011112PA-Jjjjjilie-Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M

Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 9 3,5-Dimethyldodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.914 2838.59 ng 28385900 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 2,6-Dimethyldecane 170 C1l2H26 013150-81-7 64
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
5 Octane, 2,3,3-trimethyl- 156 Cl1H24 062016-30-2 59
AbundanceScan 1573(14 914 min): 011112P_8 -Day2.D\data.ms (-1567) (-) m/z 57.10 100.00%
w/
“3(;‘2 II]IIIIIIIIIIIIIIIIIII[
131, 401 o 14.60 14.80 15.00 15.20
()M N S S Y v S I}:"””Z” - B L F m/z 71.10 57.45%
m/z—> 20 40 60 80 100120140160180200220240260280300320
Abundance #58116: 3,5-Dimethyldodecane
51.0
5000 II]IIIIIIIII'IIII'IIII[
850 14.60 14.80 15.00 15.20
20.0 m/z 85.10 44 .86%
”.””.” T T T T T T e e
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
51.0
R
14.60 14.80 15.00 15.20
850
290 113.0 169.0
140.0 248 .0
'rrrrrrrr[rrnr!nr[rrrr]ﬂn'r ‘(TI’I L r\rv'rrrrrrrv'rv‘pﬂWTrrﬁTVﬂWTrrrrrrrrlTrrn—r
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance , #37477- 2 6-Dimethyldecane N —
430 14.60 14.80 15.00 15.20
71.0 m/z 169.20 22.11%
5000
113.0
l‘ll L L. | 14001700
m/z—> 20 40 60 80100120140160180200220240260280300320 14.60 14.80 15.00 15.20
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Non Target Peak Search Report

Data Path : C:\msdchem\1l\LEGACY\2012\January\
Data File : 011112PA-Jjjjjilie-Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M

Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 10 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.017 5566.04 ng 55660400 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 81
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64

AbundanceScan 1595 (15.017 min): 011112PA-8-Day2.D\data4ms (-1585) (1) m/z 71.10 100.00%
AN

127 1 LI L B B
. 991 . 1832 oum - 14.60 14.80 15.00 15.20 15.40
) , 1[.”,Idlml|, R .Z.'.-Z.f... m/z 57.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68989: Dodecane, 2,6,10-trimethyl-
51.0
5000 [IIII]IIII'IIII'IIIIIII
850 14.60 14.80 15.00 15.20 15.40
m/z 85.10 46.91%
39(0 ‘ ‘ 127.0
. 55 183.0 219
- .ML .J.‘,.:..,}...Hhqu.q NL. . j?i‘o... o ?.i%.q .
m/z-—> 20 40 60 80 100 120 140 160 180 200 220
Abundance
510
R e R
14.60 14.80 15.00 15.20 15.40
290 85.0
2
10 1550 183.0 2060
RS AL UL L UL UL AL UL IR UL I S
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance ) #68979: Tetradecane, 4-methyl- i —
430 740 14.60 14.80 15.00 15.20 15.40
m/z 55.10 18.92%
99.0 169.0
127.0 C
||::|li ||‘GI|‘1!'”|1J|::15|‘| v‘lnuu‘hvuuu v!|‘|| xulu‘:‘?(-)--- T TT T T[T T T T[T T T T [ TTTT[TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14.80 15.00 15.20 15.40
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample iplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L
rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 11 Tetradecane

EstConc Area

Concentration Rank 4

Relative to ISTD R.T.

86770200

External Standard

000629-59-4 95
000629-59-4 93
007098-21-7 86
006418-41-3 80

Hit# of 5 Tentative ID MW MolForm
1 Tetradecane 198 C14H30
2 Tetradecane 198 C14H30
3 Tritetracontane 605 C43HS8S8
4 Tridecane, 3-methyl- 198 C14H30
5 Heptadecane 240 C17H36

000629-78-7 80

AbundanceScan 1670 (15.366 min): 011112PA-8 -Day2.D\data.ms (-1657) (-)

591

m/z 57.10 100.00%

?

L LI L L

15.00 15.20 15.40 15.60

m/z 71.10 81.22%

?

T[T T T T[T T T T[T T T T[T TTTI[T

15.00 15.20 15.40 15.60

5000
n31 1982
0 ] | .l 253.0 31.1
“.ul...”...”...” T T T T T T T
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #58110: Tetradecane
51.0
5000
113.0 198.0
m/z——> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
571.0
5000

113.0 198.0

m/z 85.10 60.65%

-

LI NLINLENL A L L L o

1500152015401560

B L L L Y L L L LB LI LB L B B

m/z 55.10 19.50%

?

LA SN L L L B L B

15.00 15.20 15.40 15.60

m/z 56.10 16.58%

m/z-—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217983: Tntetracontane
51.0
5000
JIIO 59.0 R
169.0 225.0 2810 337.0 393.0 463.0 519.0 575.0
R L A mE e e e e  RARARRAEREEERETE S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

:

LI LALLM

15.00 15.20 15.40 15.60
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method

Quant Title PAHS5437

TIC Library
TIC Integration Parameters:

C:\msdchem\1\METHODS\TLTICPAH.M

C:\Database\NIST08.L

rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 12 Tridecane

R.T. EstConc Area Relative to ISTD R.T.
16.269 5206.60 ng 52066000 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Decane, 2-methyl- 156 Cl1l1H24 006975-98-0 90
4 Pentadecane, 4-methyl- 226 C1l6H34 002801-87-8 81
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 76

Concentration Rank 7

AbundanceScan 1864 (16.269 min): 011112PA-8-Day2.D\data4ms (-1854) (1) m/z 57.10 100.00%
591

85.1
5000
[]3]1411 LI L
lﬂ 1832, . - - 16.00 16.20 16.40 16.60
[ I l,ill,iljllL,t”.l,Jf],.'?.l 2539 3309 m/z 71.10 98.64%
m/z—> 50 100 150 200 250 300
Abundance #47618: Tridecane
54.0
5)000 III]IIIIIIIII'IIIIIIIII
29.0 850 16.00 16.20 16.40 16.60
- ‘ m/z 85.10 57.69%
3.0 184.0
m/z——> 50 100 150 200 250 300
Abundance
571.0
R R e e
16.00 16.20 16.40 16.60
5000 85.0 m/z 55.10 22.39%
290 113.0 S,
B e e e T o e e e B B s e e e o B e NLAmA
m/z-—> 50 100 150 200 250 300
Abundance ; #27919: Decane, 2-methyl- —
210 16.00 16.20 16.40 16.60
m/z 70.10 19.78%
5000
85
290 0
113.0
L L
T T T I|ll|llll|llll LI B llllll'lll IIl]IIIIlIIII'IIII'IIll
m/z——> 50 100 150 200 250 300 16.00 16.20 16.40 16.60
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Non Target Peak Search Report

Data Path : C:\msdchem\1l\LEGACY\2012\January\
Data File : 011112PA-Jjjjjilie-Day2.D

Acq On : 11 Jan 2012 9:04

Operator

Sample : PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M

Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L

TIC Integration Parameters: rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 13 7-Hexadecene, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.452 2789.46 ng 27894600 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Hexadecene, (Z)- 224 C1l6H32 035507-09-6 99
2 2-Tetradecene, (E)- 196 Cl4H28 035953-53-8 97
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
4 Cyclohexadecane 224 C16H32 000295-65-8 91
5 Hexadecen-1-o0l, trans-9- 240 C16H320 064437-47-4 91
AbundanceScan 23;33 (18.452 min): 011112PA-8-Day2.D\data4ms (-2322) (1) m/z 55.10 100.00%
581
971
5000
2242 IIIIIIIII]IIIIIIIIIIIII
(401 +om 18.20 18.40 18.60 18.80
ol AL I oo | soro 4051 m/z 97.10  73.79%
m/z—> 50 100 150 200 250 300 350 400
Abundance #78204: 7-Hexadecene, (Z)-
== O
5000 R ~ IIIIIIIII]IIIIIIIII'III
97.0 18.20 18.40 18.60 18.80
m/z 69.10 68.36%
WL oo sygo 0
m/z—> 50 100 150 200 250 300 350 400
Abundance
55.0
R B R A
18.20 18.40 18.60 18.80
5000 m/z 83.10 67.89%
97.0
5.0 140.0 196.0
_"_r'l_l"['r"l"f"l"r'("‘l"l’"l_l’Tl_|‘|*| T T T l T T T I T T T T I L I T
m/z—> 50 100 150 200 250 300 350 400
Abundance ; #205111: 4-Heptafluorobutyryloxyhexadecane A
5.0 18.20 18.40 18.60 18.80
m/z 57.10 60.81%
5000
97.0
35.0169 > S
i|J|"|L‘||l:1k":‘)[?i1f'i;4|ov 122114101 |Z|U|Z|O|||||||||l|l TTT T[T T T T [T T T T[T TTT[TTT
m/z—> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80

TLTICPAH.M Tue Jan 09 16:42:37 2018 OREM Page: 15



Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112PA 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc : 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial : 58 Sample Multiplier: 1

Quant Method

Quant Title PAHS5437

TIC Library C:\Database\NIST08.L
TIC Integration Parameters: rteint.p

C:\msdchem\1\METHODS\TLTICPAH.M

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Concentration Rank 15

Peak Number 14 8-Heptadecene

R.T. EstConc Area Relative to ISTD R.T.
20.049 2754.97 ng 27549700 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 8-Heptadecene 238 C17H34 002579-04-6 99
2 3-Heptadecene, (Z)- 238 C17H34 1000141-67-3 94
3 1-Heptadecene 238 C17H34 006765-39-5 94
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
5 8-Heptadecene 238 C17H34 002579-04-6 93

AbundanceScan 2676 (20.049 min): 011112PA-8-Day2.D\data4ms (-2664) (-) m/z 55.10 100.00%
581
971
5000
2383
JO IIIIIIIII]IIIIIIIIIIIII
{301 183: B 19.80 20.00 20.20 20.40
ol AL LS 502 L ores seo  asil Tm/z 97.10  79.74%
m/z—> 50 100 150 200 250 300 350 400
Abundance #88760: 8-Heptadecene
5.0
97.0
5000 IIIIIIIII]IIIIIIIII'III
238.0 19.80 20.00 20.20 20.40
‘ m/z 57.10 77.65%
140.0 .
SN U ¥ 0 i L A A
m/z—> 50 100 150 200 250 300 350 400
Abundance
55.0
97.0 R R R A
19.80 20.00 20.20 20.40
5000 m/z 83.10 70.13%
238.0
139.0 81.0
_|_|_|_f—r1"l"'l’"l"]_(_|'"|_l_|'_|_l_|‘r| L B B ¥ I T T T T I T T T T I L I T
m/z—-> 50 100 150 200 250 300 350 400
Abundance i #88761: 1-Heptadecene M A O TVANEE
210 19.80 20.00 20.20 20.40
97.0 m/z 69.10 68.25%
) JNM\L
HJ . JI??J@O.zw
|||||||Il]l|llllllllllllllllllllllll IIII|IIII]IIII|III||II|
m/z—> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Non Target Peak Search Report

Data Path C:\msdchem\1\LEGACY\2012\January\

Data File 011112P. 8-Day2.D

Acq On 11 Jan 2012 9:04

Operator

Sample PA-Blaker8-Day2

Misc 1.0 uL pAms-Dayz at 1 mL dilute 1/10
ALS Vial 58 Sample iplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

C:\msdchem\1\METHODS\TLTICPAH.M
PAH5437

C:\Database\NIST08.L
rteint.p

LA E RS SRR SRR SRR R R RS E R R R R R R R R R R EEEEEEEEEEEEEEEEEEEEEESEEEEEEES S5

Peak Number 15

1,2-Benzenedicarboxylic aci...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
33.778 86436.80 ng 864368000 External Standard 0.000
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-26-3 70
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 62
3 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 62
4 Di-n-octyl phthalate 390 C24H3804 000117-84-0 58
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 58

AbundanceScan 5625 (33.777 min): 011112PA-8 -Day2.D\data.ms (-5548) (-) m/z 167.00 100.00%
167.0
571 2791
5000
113.1
k N ] - 33.40 33.60 33.80 34.00
ob bl Iy L UL 2onn | 3o 59150 Tm/z 149.00  99.84%
m/z—> 50 100 150 200 250 300 350
Abundance #192052: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149.0
5000
57.0 33.40 33.60 33.80 34.00
279.0 m/z 279.15 59.10%
]I.
{’ 1 181.0 221.0 A 333.0 390.0
SN 0 O W9 ..rr B B e B e I
m/z—> O 100 150 200 250 300 350
Abundance
149.0
e e o
3340336033803400
5000 m/z 57.10 58.82%
570 279.0
113.0
18.Q 390.0
_I-'|_II—[I'II'|’T'|_|I"|*‘TIII llllllllllllllllll
m/z—> 50 100 150 200 250 300 350
Abundance #119596:1,2-Benzenef1|carboxyllc acid, mono(2-ethylhexyl) ester S/AN— N
14p.0 3340 33.60 33.80 34.00
m/z 71.10 48.36%
5000
57.0
113.0 279.0
--'lu’uurJ-'-ll-J1 ||l|.'1l LA e B -:Iiv LA L B L R LI LN LI LINLBLANLE LII
m/z—> 50 100 150 200 250 300 350 33.40 33.60 33.80 34.00
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Non Target Peaks Summary

Data Path : C:\msdchem\1\LEGACY\2012\January\

Data File : OllllZPA-HS—DayZ.D
Acqg On : 11 Jan 20 :04
Operator

Sample : PA-Blaker8-Day?2

Misc : 1.0 ulL PA—S—Dayz at 1 mL dilute 1/10
ALS Vvial : 58 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\TLTICPAH.M
Quant Title : PAH5437

TIC Library : C:\Database\NISTO08.L
TIC Integration Parameters: rteint.p

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Dodecane 12.447 10917.7 ng 109177000 0 0.000 10000 1.0
Undecane, 2,6-d... 12.647 3536.5 ng 35364600 0 0.000 10000 1.0
Dodecane, 5-met... 13.238 3610.8 ng 36108300 0 0.000 10000 1.0
Dodecane, 2-met... 13.392 3496.7 ng 34967300 0 0.000 10000 1.0
Nonane, 3-methyl- 13.532 8318.0 ng 83179800 0 0.000 10000 1.0
Tridecane 13.946 14191.4 ng 141914000 0 0.000 10000 1.0
Heptylcyclohexane 14.574 3009.6 ng 30096100 0 0.000 10000 1.0
Tridecane, 2-me... 14.816 4390.5 ng 43904600 0 0.000 10000 1.0
3,5-Dimethyldod... 14.914 2838.6 ng 28385900 0 0.000 10000 1.0
Dodecane, 2,6,1... 15.017 5566.0 ng 55660400 0 0.000 10000 1.0
Tetradecane 15.366 8677.0 ng 86770200 0 0.000 10000 1.0
Tridecane 16.269 5206.6 ng 52066000 0 0.000 10000 1.0
7-Hexadecene, (Z)- 18.452 2789.5 ng 27894600 0 0.000 10000 1.0
8-Heptadecene 20.049 2755.0 ng 27549700 0 0.000 10000 1.0
1,2-Benzenedica... 33.778 86436.8 ng 864368000 0 0.000 10000 1.0
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