LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\
Data File : BF106536.D
Aca On : 18 Jun 2018 14:12 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J3502-01 20180367-SITE-WATER
ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.196 483 486 494 rBV 75981 84610 2.55% 0.345%
2 5.607 553 556 564 rBY 1692525 1622172 48.85% 6.609%
3 6.607 722 726 732 rBVY 1247093 1206581 36.34% 4.916%
4 6.742 745 749 752 rBVY 2636085 2473038 74.47% 10.076%
5 6.966 783 787 790 rBV 939690 751069 22.62% 3.060%

6 7.125 809 814 817 rBV 2411953 2294567 69.10% 9.349%
7 7.531 877 883 886 rBVY 1962868 1984751 59.77% 8.086%
8 8.248 1001 1005 1008 rBV 1113808 937769 28.24% 3.821%
9 9.325 1183 1188 1191 rBV 3356645 3297559 99.30% 13.435%
10 9.713 1250 1254 1259 rBV 273614 228791 6.89% 0.932%
11 9.919 1285 1289 1293 rBV 53927 44009 1.33% 0.179%
12 10.007 1300 1304 1311 rVB 1210075 1039524 31.30% 4_.235%
13 10.419 1372 1374 1377 rVB2 86619 65139 1.96% 0.265%

14 10.666 1413 1416 1419 rVB 354314 285096 8.59% 1.162%
15 10.801 1434 1439 1442 rBV 2200200 2087212 62.86% 8.504%

16 10.895 1452 1455 1465 rVB 67690 82439 2.48% 0.336%
17 11.495 1554 1557 1561 rBV 1126268 1063921 32.04% 4 _.335%
18 13.089 1823 1828 1831 rBV 3177258 3320660 100.00% 13.529%
19 13.971 1974 1978 1984 rBV 84348 100808 3.04% 0.411%
20 14.154 2005 2009 2013 rBV 900143 804943 24.24% 3.280%

21 15.024 2153 2157 2161 rBV2 119174 123051 3.71% 0.501%
22 15.701 2267 2272 2285 rVB 482760 646597 19.47% 2.634%

Sum of corrected areas: 24544306
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

Sample = J3502-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

20180367-SITE-WATER
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\

Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

ﬁ?ggle i J3502-01 20180367-SITE-WATER
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.20 2.25 ng 84610 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 487 (5.201 min): BF106536.D (-483) (-) m/z 42.95 100.00%
43.0
59.0
5000
1oLt 4.80 500 520 5.40 5.60
o..,....,....,....I,'::.??'.g.~:~.,....,....f‘.3~:°..,...:,|....,. m/z 59.00 54.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL I R
59.0 480 500 520 540 5.60
m/z 101.10 18.64%
31.0 83.0 93010‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 14 .99%
43.0 101.0
ol 150 310 51.0 7.0 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T ERae b
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.17%
5000
41.0
29.0 101.0
0..,....,...HHM...H:Mu?%?ul:i....7?9.,.%@9,....J....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\

Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

ﬁ?ggle i J3502-01 20180367-SITE-WATER
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

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

6.74 65.85 ng 2473040 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 749 (6.742 min): BF106536.D (-745) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 AR SR R
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 N — m/z 68.10 41.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.04%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7o
5000 ggo 1160 m/z 66.00 26.55%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine N
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.98%
5000
104.0
oL 380 510 %7780 010 | 110 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\

Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

ﬁ?ggle i J3502-01 20180367-SITE-WATER
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.49 ng 285096 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 38
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 38
5 N-Methoxy-2,2-dicarbomethoxyazir... 189 C7H11NO5 053084-34-7 32
Abundance Scan 1417 (10.672 min): BF106536.D (-1413) (-) m/z 157.10 100.00%
157.1
5000
115.0
431-0 87.0 ‘ 203.1 10,40 10.60 10.80 11.00
ol M e A m/z 115.00 35.29%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 ---.----.--L--?----u----
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 14.16%
o se0 80 | 2310 _ 277.0
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
10,40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 8.68%
87.0
188.0
R L I L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... T P
157.0 10.40 10.60 10.80 11.00

m/z 203.10 8.38%

5000
56.0

85.0
bodbd 1200 205023402620  317.0 3620
I

Ot T N e A |

T T T T
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061818\

Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

ﬁ?ggle i J3502-01 20180367-SITE-WATER
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.97 2.50 ng 100808 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1978 (13.971 min): BF106536.D (-1974) (-) m/z 57.00 100.00%
57.0

83.0

5000

:

13.60 13.80 14.00 14.20
m/z 43.00 91.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

:

5000 111.0 A
13.60 13.80 14.00 14.20

m/z 55.00 86 .90%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

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

43.0
69.0 AU DA R
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 81.26%
125.0

153.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
43. 13.60 13.80 14.00 14.20

m/z 69.00 75.32%

5000
125.0

]

154.0 182.0 210.0 238.0 266.0
e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106536.D

Aca On : 18 Jun 2018 14:12

Operator : JU/SJ

Sample = J3502-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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

Concentration Rank 4

Peak Number 6 Squalene

Relative to ISTD

R.T. EstConc Area
15.02 3.81 ng 123051
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Saualene
2 Supraene
3 7.11-Dimethvldodeca-2.6.10-trien...
4 (.+/-.)-Lavandulol. pentafluoron...
5 1,5,9-Decatriene, 2,3,5,8-tetram...

410 C30H50

410 C30H50

208 C14H240
300 C13H17F502
192 C14H24

000111-02-4 90
007683-64-9 83
125529-10-4 68
1000352-63-1 64
230646-72-7 53

Abundance Scan 2156 (15.018 min): BF106536.D (-2153) (-) m/z 69.05 100.00%
69.0
5000 \
1211 ' 14:80 15.00 15.20 15.40
389 63.1 205.1
ol Eludp b ja §o31 2051 @10 | h77 81.00  49.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 TT T T[T T T T [T T T T[T TTT[TT
14.80 15.00 15.20 15.40
m/z 41.00 27 .21%
137.0
o e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R R R o e o
14.80 15.00 15.20 15.40
5000 m/z 95.00 14.61%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
e e B T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol T
69.0 14.80 15.00 15.20 15.40
m/z 68.00 12.23%
5000
27'0‘\ L] J¥°501370 193.0 I
ol b b b e e e T
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061818\

Data File : BF106536.D

Acq On : 18 Jun 2018 14:12

Operator : JU/SJ

3?22'6 - J8502-01 20180367-SITE-WATER
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
Quant Title : 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... 5.20 2.3 ng 84610 1 6.97 751069 20.0
unknown6 .74 6.74 65.8 ng 2473040 1 6.97 751069 20.0
Triethyl citrate 10.67 5.5 ng 285096 3 10.01 1039520 20.0
1-Heneicosanol 13.97 2.5 ng 100808 5 14.15 804943 20.0
Squalene 15.02 3.8 ng 123051 6 15.70 646597 20.0
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